LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120923\
Data File : VX039120.D

Acqg On : 08 Dec 2023 21:07

Operator : JC/MD

Sample : 05646-16 40X

Misc : 2.63g/5mL/100uL/5.00mL/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\SFAMXLM120523WMA.M
Title : VOC Analysis

Signal : TIC: VX@39120.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.185 14 16 18 rVB 1869 1281 0.01% 0.004%
2 1.209 18 20 21 rBvV 1606 834 0.01% 0.002%
3 1.246 21 26 27 rBV3 3469 4699 0.04% 0.014%
4 1.368 42 46 58 rVB 140247 150327 1.39% 0.439%
5 1.453 58 60 61 rvv2 1685 1326 0.01% 0.004%
6 1.471 61 63 64 rwW 1480 841 0.01% 0.002%
7 1.489 64 66 68 rvw 1237 1106 0.01% ©0.003%
8 1.532 71 73 74 rVB 539 290 0.00% 0.001%
9 1.569 74 79 80 rBV5 2364 2873 0.03% 0.008%
106 1.587 80 82 83 rBV 2744 2386 0.02% 0.007%
11 1.666 91 95 106 rVB 95654 131275 1.21% 0.383%
12 1.776 112 113 114 rVB 2037 746 0.01% 0.002%
13 1.794 114 116 118 rVB 1485 1505 0.01% 0.004%
14 1.825 118 121 124 rBV 1671 2242 0.02% 0.007%
15 1.953 140 142 143 rBV 1018 667 0.01% 0.002%
16 2.026 152 154 155 rVB2 1096 511 ©0.00% 0.001%
17 2.063 158 160 161 rBV 1492 1208 0.01% 0.004%
18 2.142 171 173 177 rVB2 1936 1995 0.02% 0.006%
19 2.178 177 179 180 rVB 1278 806 0.01% 0.002%
20 2.233 180 188 192 rBV2 4697 13783 0.13% 0.040%
21  2.306 194 200 209 rVB 227933 357007 3.30% 1.043%
22 2.703 264 265 268 rBvV 1951 1904 0.02% 0.006%
23 2.940 301 304 309 rBV 6906 11603 0.11% 0.034%
24  3.337 367 369 370 rBV 1994 1693 0.02% 0.005%
25 3.550 402 404 405 rBV 1423 1373 0.01% 0.004%
26 3.641 417 419 423 rBV 1636 2292 0.02% 0.007%
27 3.715 429 431 433 rBV 1223 914 0.01% 0.003%
28 4.452 543 552 563 rBV 100827 283759 2.62% 0.829%
29 5.056 639 651 667 rBv 132973 421451 3.90% 1.231%
30 5.281 686 688 691 rvB 1845 1128 0.01% 0.003%
31 5.970 790 801 822 rBV2 357438 1126367 10.41% 3.289%
32 6.220 839 842 843 rBV 1620 1335 0.01% 0.004%
33 6.257 846 848 851 rBV 1943 2372 0.02% 0.007%
34 6.348 861 863 869 rBV 1603 1691 0.02% 0.005%
35 6.434 875 877 879 rBV 1516 1487 0.01% 0.004%

36 6.757 922 930 942 rBV 270012 651613 6.03% 1.903%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120923\
Data File : VX039120.D

Acqg On : 08 Dec 2023 21:07

Operator : JC/MD

Sample : 05646-16 40X

Misc : 2.63g/5mL/100uL/5.00mL/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\SFAMXLM120523WMA.M
Title : VOC Analysis
37 6.909 953 955 957 rBV 1601 1516 ©0.01% 0.004%
38 7.305 1012 1020 1038 rVB 222228 494598 4.57% 1.444%
39 7.464 1044 1046 1047 rBV 2016 1376 0.01% 0.004%
40 7.891 1114 1116 1118 rBV 1363 868 0.01% 0.003%
41 7.915 1118 1120 1122 rVWV 1635 1276 0.01% 0.004%
42 7.958 1126 1127 1129 rBV 1781 1118 0.01% 0.003%
43 8.025 1136 1138 1140 rBV 2275 2077 0.02% 0.006%
44  8.074 1145 1146 1148 rBV 1820 1266 0.01% 0.004%
45  8.324 1181 1187 1199 rBV 164188 272992 2.52% 0.797%
46 8.647 1234 1240 1255 rBV 540627 857515 7.93% 2.504%
47  8.952 1284 1290 1298 rBV 115384 175990 1.63% 0.514%
48 9.311 1347 1349 1351 rBV 1863 1822 0.02% 0.005%
49 9.384 1355 1361 1370 rBV 456148 663720 6.14% 1.938%
50 9.616 1397 1399 1400 rVB 2367 1194 0.01% 0.003%
51 9.695 1410 1412 1419 rVB2 3611 5350 0.05% 0.916%
52 9.744 1419 1420 1421 rVB 1575 576 0.01% 0.002%
53 10.055 1465 1471 1473 rBV 584142 850455  7.86%  2.484%
54 10.238 1499 1501 1502 rVB 2329 1509 0.01% 0.004%
55 10.256 1502 1504 1505 rBV 1498 1487 0.01% 0.004%
56 10.415 1529 1530 1533 rBV 1653 1963 0.02% 0.006%
57 10.683 1571 1574 1576 rBV 1704 2439 0.02% 0.007%
58 10.939 1614 1616 1617 rVB 2061 953 0.01% 0.003%
59 11.189 1652 1657 1667 rVB 413420 539491 4.99% 1.575%
60 11.293 1673 1674 1676 rBV 2001 1171 0.01% 0.003%
61 11.841 1762 1764 1766 rBV 1663 1246 0.01% 0.004%

62 11.969 1780 1785 1789 rBV 266633 329214 3.04% 0.961%
63 12.042 1789 1797 1806 rVB 7941349 10815084 100.00% 31.583%

64 12.329 1837 1844 1859 rVB2 1681406 2733894 25.28%  7.984%
65 12.829 1924 1926 1929 rBV 1768 1634 0.02% 0.005%
66 12.908 1937 1939 1940 rVB 1810 962 0.01% ©0.003%
67 12.926 1940 1942 1943 rBV 1832 1411 0.01% ©0.004%
68 13.054 1958 1963 1969 rBV 64384 117197 1.08% ©.342%
69 13.109 1969 1972 1977 rVB2 12240 15691 0.15% 0.046%
70 13.274 1997 1999 2000 rBV 2074 1445 0.01% ©0.004%
71 13.384 2013 2017 2021 rVB3 12349 16877 ©.16% 0.049%
72 13.591 2045 2051 2067 rVB 7564433 9999739 92.46% 29.202%
73 13.957 2106 2111 2122 rVB 1977256 2546967 23.55% 7.438%
74 14.463 2192 2194 2195 rBV 1421 695 0.01% ©0.002%
75 14.542 2204 2207 2212 rBV3 4720 6667 0.06% 0.019%
76 14.627 2217 2221 2224 rBV3 6611 7907 0.07% 0.023%
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77 14.780 2240 2246 2254 rVB 91091 138789 1.28% ©0.405%
78 14.957 2273 2275 2277 rBV 1825 1876 ©.02% ©0.005%
79 15.115 2299 2301 2302 rVvV 1879 962 0.01% ©.003%
80 15.133 2302 2304 2307 rVB 2399 2114 0.02% ©0.006%
81 15.249 2317 2323 2330 rVB 291995 417191 3.86% 1.218%
82 15.536 2366 2370 2371 rVB 2141 2262 0.92% 0.007%
83 15.560 2371 2374 2375 rBV 1757 1608 ©.01% ©0.005%
84 16.499 2525 2528 2537 rVB2 6539 10679 0.10% 0.031%

Sum of corrected areas: 34243517
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120923\
Data File : VX@39120.D

Acqg On : 08 Dec 2023 21:07

Operator JC/MD

Sample : 05646-16 40X

Misc : 2.63g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
: VOC Analysis

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

Abundance

7000000
6000000
5000000
4000000
3000000
2000000

1000000

6

1 e isaimacommem sy 2703 2.940

TIC: VX039120.D\data.ms

3.3373.55684M5

4.452

5. 056 > 5,281

5.970

66226

o

Time--> 1.20 1.40 1.60 1.80 2.00

.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

7000000
6000000
5000000
4000000
3000000
2000000

1000000

mias_ 6. 755 909 7. 305 464 TIEBERGS 8324

TIC: VX039120.D\data.ms

8.647

A

8 952

384

10.055

11.189

hm 4151068310.939 111.203

0

Time--> 6.50 7.00 750 8.00 8.

50 9 00

9.
9.311  9.6%984

9.50

10. 00

10 50

1100

Abundance

12.042 13.591

7000000

6000000

5000000

4000000

3000000

2000000 12.329

1000000
11,9

TIC: VX039120.D\data.ms

13.957

16.499

1212989549 . 23884 J
T T T ‘ T T T T ‘ T
13.00 13.50

ol 11. 841/\ %
T T T T ‘
12.00 12.50

Time-->

T ‘ T
14.00

T ‘ T
16.00

I
16.50

SFAMXLM120523WMA.M Sat Dec 16 22:07:45 2023

Page: 4




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120923\
Data File : VX@39120.D

Acqg On : 08 Dec 2023 21:07

Operator : JC/MD

Sample : 05646-16 40X

Misc : 2.63g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 16 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
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120923\
Data File : VX@39120.D

Acqg On : 08 Dec 2023 21:07

Operator : JC/MD

Sample : 05646-16 40X

Misc : 2.63g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 16 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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