LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@32223\
Data File : VU@53341.D

Acqg On : 22 Mar 2023 10:53

Operator : JC/MD

Sample : VUe322MBLO1

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

ALS vial : 4 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_ U\Method\SFAMULM@31523WMA.M
Title : VOC Analysis

Signal : TIC: VU@53341.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 74 80 93 rVB 59686 68857 15.44% 2.046%
2 1.912 176 178 195 rVB 59054 80464 18.04% 2.391%
3 2.565 370 381 395 rVB 91165 150628 33.77% 4.476%
4 3,179 565 572 577 rBV3 496 851 0.19% 0.025%
5 3.343 619 623 626 rBvV 265 295 0.07% ©0.009%
6 3.388 634 637 639 rBV 182 116 0.02% 0.003%
7 3.645 713 717 720 rBV 263 273 0.06% ©0.008%
8 3.793 759 763 767 rBV 226 262 0.06% ©0.008%
9 3.896 792 795 799 rBB 163 151 0.03% 0.004%
10 3.967 814 817 819 rBV 139 122 0.03% 0.004%
11 4.163 874 878 879 rBV 178 148 ©0.03% 0.004%
12 4.269 909 911 915 rBB 141 120 0.03% 0.004%
13 4.301 916 921 923 rBV 218 188 0.04% 0.006%
14  4.343 931 934 940 rBB 159 199 0.04% 0.006%
15 4.385 944 947 949 rBV 148 122 0.03% 0.004%
16 4.459 967 970 973 rBV 258 235 0.05% 0.007%
17 4.620 1009 1020 1049 rBV 33268 86408 19.37% 2.568%
18 4.915 1107 1112 1116 rBV 209 290 0.07% ©0.009%
19 5.057 1141 1156 1181 rBV 81544 180134 40.39% 5.353%
20 5.160 1183 1188 1190 rBB2 264 204 0.05% ©0.006%
21 5.208 1200 1203 1205 rBB 171 108 ©0.02% 0.003%
22 5.224 1205 1208 1212 rBB 195 179 0.04% 0.005%
23 5.247 1212 1215 1217 rBV 182 142 0.03% 0.004%
24  5.369 1247 1253 1255 rBV 201 260 0.06% ©0.008%
25 5.507 1293 1296 1298 rBV 138 121 0.03% 0.004%
26 5.555 1308 1311 1313 rBB 168 108 0.02% ©0.003%
27 5.568 1313 1315 1317 rBV 147 105 ©0.02% 0.003%
28 5.636 1333 1336 1339 rBV 188 182 0.04% 0.005%
29 5.723 1342 1363 1388 rVvV2 163421 446032 100.00% 13.254%
30 5.854 1400 1404 1409 rvVB2 210 168 ©0.04% 0.005%
31 5.880 1409 1412 1414 rBV 171 109 0.02% 0.003%
32 5.932 1426 1428 1430 rBV 165 109 0.02% 0.003%
33 5.977 1440 1442 1444 rBV 151 107 0.02% 0.003%
34 6.022 1453 1456 1458 rBB 201 127 0.03% 0.004%
35 6.108 1478 1483 1485 rBV 202 220 0.05% 0.007%

36 6.243 1513 1525 1549 rVB 143573 266901 59.84%  7.931%
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LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@32223\
: VU@53341.D
: 22 Mar 2023 10:53

JC/MD

: VUe322MBLO1

5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

: 4 Sample Multiplier: 1

Parameters: LSCINT.P

RTE

OFF Filtering:
1 Min Area:

0.2 Max Peaks:
: 0 Peak Location:

tion: 5

Method
Title
37 6.395
38 6.417
39 6.446
40 6.491
41 6.552
42 6.578
43 6.626
44 6.684
45 6.870
46 6.973
47 7.022
48 7.150
49 7.179
50 7.195
51 7.243
52 7.321
53 7.430
54 7.488
55 7.562
56 7.758
57 7.790
58 7.893
59 8.047
60 8.063
61 8.173
62 8.269
63 8.542
64 8.629
65 8.960
66 9.073
67 9.102
68 9.211
69 9.308
76 9.333
71 9.414
72 9.652
73 9.693
74 9.751
75 10.041
76 10.111
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: VOC Analysis

1570 1572 1574 rBB 265 139 0
1575 1579 1581 rBB 194 148 0
1585 1588 1592 rBV 194 195 0
1600 1602 1605 rBV 143 119 0
1619 1621 1626 rVB 259 202 0
1626 1629 1634 rBV 153 200 0
1639 1644 1647 rBV 187 214 0
1649 1662 1682 rVV 104548 202353 45
1717 1720 1722 rBV 158 139 0
1749 1752 1753 rBV 153 108 (4]
1764 1767 1769 rBV 176 149 0
1804 1807 1811 rBV 170 192 o.
1813 1816 1819 rBB2 318 215 0
1819 1821 1824 rBV 218 140 (%]
1832 1836 1838 rBV 211 153 0
1857 1860 1863 rBV 174 173 0
1889 1894 1899 rBV 255 340 Q.
1905 1912 1915 rBV 246 307 ©
1923 1935 1956 rBV 59434 104301 23
1994 1996 2000 rBB 178 112 Q.
2001 2006 2009 rBv2 313 359 0
2025 2038 2058 rBV 208299 352437 79
2082 2086 2088 rBB 158 129 0
2088 2091 2098 rBV 302 379 (%]
2115 2125 2143 rBV2 39962 67597 15
2152 2155 2158 rBvV 173 168 0
2237 2240 2244 rBV 246 264 (%]
2256 2267 2297 rBV3 94630 183060 41
2367 2370 2373 rBV 180 168 ©
2402 2405 2408 rBB 228 158 (%]
2409 2414 2416 rBV 176 167 ©
2445 2448 2451 rBV 277 238 0
2474 2478 2482 rBB 201 203 0
2483 2486 2488 rBvV 187 157 0
2498 2511 2531 rBV 198951 333598 74.
2581 2585 2587 rBvV 145 149 0
2593 2598 2601 rBv2 541 593 (%]
2614 2616 2619 rBV 121 107 ©
2703 2706 2711 rBV 176 212 0
2722 2728 2729 rBv4 1294 1173 0
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@32223\
Data File : VU@53341.D

Acqg On : 22 Mar 2023 10:53

Operator : JC/MD

Sample : VUe322MBLO1

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

ALS vial : 4 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_ U\Method\SFAMULM@31523WMA.M
Title : VOC Analysis
77 10.211 2755 2759 2760 rBV 155 129 0.03% 0.004%
78 10.388 2809 2814 2820 rBV 191 294 0.07% ©0.009%
79 10.468 2836 2839 2840 rBV 243 103 0.02% 0.003%
80 10.587 2873 2876 2877 rBV 191 128 ©0.03% 0.004%
81 10.629 2884 2889 2898 rBV2 1480 2249 0.50% 0.067%
82 10.751 2915 2927 2941 rBV2 134831 218725 49.04% 6.499%
83 10.928 2977 2982 2984 rBV 218 240 0.05% 0.007%
84 11.082 3027 3030 3033 rBV 241 235 0.05% 0.007%
85 11.407 3127 3131 3135 rBV 226 292 0.07% ©0.009%
86 11.459 3143 3147 3148 rBV 208 147 0.03% 0.004%
87 11.497 3157 3159 3164 rBB 141 120 0.03% 0.004%
88 11.523 3165 3167 3168 rBV 200 107 ©0.02% 0.003%
89 11.751 3230 3238 3241 rBV2 542 602 0.13% 0.018%
90 11.806 3243 3255 3273 rBV 194550 310375 69.59% 9.223%
91 12.189 3360 3374 3394 rBV 175989 289471 64.90%  8.602%
92 12.317 3407 3414 3419 rVB3 648 873 0.20% 0.026%
93 12.500 3466 3471 3473 rBV 206 228 0.05% 0.007%
94 13.211 3689 3692 3693 rBV 418 200 0.04% 0.006%
95 13.841 3883 3888 3896 rBV3 1282 1515 ©0.34% 0.045%
96 14.327 4032 4039 4048 rVB3 1552 2114 0.47% 0.063%
97 14.963 4234 4237 4241 rBV 225 232 0.05% 0.007%
98 15.397 4368 4372 4376 rBV2 298 263 0.06% ©0.008%
99 15.455 4387 4390 4392 rBV 265 169 0.04% 0.005%
100 15.507 4403 4406 4408 rBV 270 198 0.04% 0.006%
Sum of corrected areas: 3365263
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@32223\
Data File : VU@53341.D

Acqg On : 22 Mar 2023 10:53

Operator : JC/MD

Sample : VU@322MBLO1

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

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU053341.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@32223\
Data File : VU@53341.D

Acqg On : 22 Mar 2023 10:53

Operator : JC/MD

Sample : VU@322MBLO1

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

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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_U\Data\VU@32223\
Data File : VU@53341.D

Acqg On : 22 Mar 2023 10:53

Operator : JC/MD

Sample : VU@322MBLO1

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

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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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