LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52924\
Data File : VU@59070.D

Acqg On : 29 May 2024 22:37

Operator : MD/SY

Sample : P2590-18ME

Misc : 6.34g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH

ALS Vvial : 30 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\SFAMULMO52924WMA .M
Title : VOC Analysis

Signal : TIC: VU@59070.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.480 55 59 65 rvB2 2664 2680 0.41% 0.048%
2 1.515 66 70 76 rBv2 1487 1542 0.24% 0.027%
3 1.593 86 94 118 rVB 53734 79898 12.21% 1.425%
4 1.872 137 181 198 rBV3 113449 654566 100.00% 11.673%
5 2.470 362 367 369 rBV 425 324 0.05% 0.006%
6 2.541 377 389 404 rBV 105320 170513 26.05%  3.041%
7 2.631 411 417 421 rBV3 1333 1387 0.21% 0.025%
8 2.708 438 441 445 rVB2 329 234 0.04% 0.004%
9 2.750 451 454 455 rBv2 576 287 0.04% 0.005%
106 2.766 456 459 464 rVB4 683 655 0.10% 0.012%
11  2.811 470 473 479 rVB2 383 374 0.06% 0.007%
12 2.946 509 515 517 rBv2 469 465 0.07% 0.008%
13 3.030 530 541 555 rBv4 3659 8205 1.25% 0.146%
14 3.11@ 562 566 570 rBV 352 343 0.05% ©0.006%
15 3.174 571 586 604 rBV2 6121 15974 2.44% 0.285%
16 3.358 639 643 647 rVB2 295 279 0.04% 0.005%
17 3.383 647 651 654 rBV 269 192 0.03% 0.003%
18 3.592 713 716 721 rBV 309 279 0.04% 0.005%
19 3.628 723 727 733 rVB2 312 421 0.06% 0.008%
20 3.676 737 742 744 rBV2 445 354 0.05% 0.006%
21 3.744 760 763 765 rBV 249 201 0.03% 0.004%
22 3.911 810 815 818 rBV2 209 233 0.04% 0.004%
23 4.158 888 892 896 rBv2 222 208 0.03% 0.004%
24  4.345 944 950 952 rBV2 333 392 0.06% 0.007%
25 4.621 1025 1036 1072 rBV 56734 171947 26.27%  3.066%
26 4.969 1141 1144 1149 rBV2 303 280 0.04% 0.005%
27 5.052 1154 1170 1188 rBV2 105082 237473 36.28% 4.235%
28 5.216 1217 1221 1223 rBV 299 213 0.03% 0.004%
29 5.274 1235 1239 1240 rBV 288 212 0.03% 0.004%
30 5.422 1282 1285 1287 rVB 308 189 0.03% 0.003%
31 5.444 1287 1292 1294 rBvV2 289 296 0.05% ©0.005%
32 5.541 1317 1322 1326 rBv2 341 420 0.06% 0.007%
33 5.711 1356 1375 1399 rBV2 216246 583886 89.20% 10.413%
34 5.862 1418 1422 1424 rBV 281 218 0.03% 0.004%
35 5.972 1447 1456 1460 rBV5 2187 3661 0.56% 0.065%

36 6.239 1527 1539 1564 rBV 251310 485188 74.12% 8.653%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52924\
Data File : VU@59070.D

Acqg On : 29 May 2024 22:37

Operator : MD/SY

Sample : P2590-18ME

Misc : 6.34g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH

ALS Vvial : 30 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\SFAMULMO52924WMA .M
Title : VOC Analysis
37 6.354 1573 1575 1581 rVvB3 471 309 0.05% 0.006%
38 6.477 1610 1613 1617 rBvV2 197 208 0.03% 0.004%
39 6.525 1617 1628 1640 rBV8 4716 9332 1.43% 0.166%
40 6.589 1640 1648 1650 rBvV2 2486 2753 0.42% 0.049%
41 6.682 1664 1677 1702 rVB 137929 278928 42.61% 4.974%
42 6.805 1711 1715 1723 rBV3 321 401 0.06% 0.007%
43 6.975 1764 1768 1771 rBV2 222 191 0.03% 0.003%
44  7.091 1800 1804 1808 rVB2 258 241 0.04% 0.004%
45 7.113 1808 1811 1814 rBV 339 294 0.04% 0.005%
46  7.190 1832 1835 1837 rBV2 323 245 0.04% 0.004%
47  7.216 1840 1843 1846 rVV3 1050 740 0.11% 0.013%
48 7.560 1938 1950 1971 rBV 68361 121146 18.51% 2.161%
49 7.698 1990 1993 1996 rBV2 331 255 0.04% 0.005%
50 7.718 1996 1999 2002 rVB2 341 222 0.03% 0.004%
51 7.785 2016 2020 2025 rvB2 580 541 ©0.08% 0.010%
52 7.811 2025 2028 2032 rBV2 257 254 0.04% 0.005%
53 7.891 2041 2053 2073 rBV 232259 408665 62.43% 7.288%
54 8.174 2130 2141 2165 rBV 44428 83175 12.71% 1.483%
55  8.345 2191 2194 2198 rBV3 231 231 0.04% 0.004%
56  8.460 2223 2230 2235 rBV2 382 564 0.09% 0.010%
57  8.493 2238 2240 2244 rVB2 391 285 0.04% 0.005%
58 8.522 2244 2249 2256 rBvV2 247 328 0.05% 0.006%
59 8.579 2264 2267 2272 rBV2 218 236 0.04% 0.004%
60 8.640 2272 2286 2317 rBV3 143435 355358 54.29% 6.337%
61 8.978 2388 2391 2394 rVB3 303 202 0.03% 0.004%
62 9.136 2437 2440 2445 rVB 258 221 0.03% 0.004%
63  9.258 2475 2478 2485 rVB 476 453 0.07% 0.008%
64  9.293 2485 2489 2493 rBV2 339 344 0.05% ©0.006%
65 9.361 2507 2510 2514 rBV2 205 200 0.03% 0.004%
66  9.412 2514 2526 2552 rBV 350103 621875 95.01% 11.090%
67 9.544 2565 2567 2570 rVB 336 195 ©0.03% 0.003%
68 9.563 2570 2573 2576 rBV4 419 323  0.05% 0.006%
69 9.698 2609 2615 2622 rBV4 1053 1413 0.22% 0.025%
70 9.772 2634 2638 2642 rBv2 220 191 0.03% 0.003%
71  9.988 2701 2705 2710 rBV2 181 229 0.03% 0.004%
72 10.287 2795 2798 2802 rVB2 278 238 0.04% 0.004%
73 10.650 2906 2911 2916 rVB2 335 376 0.06% 0.007%
74 10.705 2924 2928 2930 rBV 273 245 0.04% 0.004%
75 10.753 2930 2943 2961 rBV 213905 360078 55.01% 6.422%
76 10.888 2980 2985 2988 rBV3 357 389 0.06% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52924\
Data File : VU@59070.D

Acqg On : 29 May 2024 22:37

Operator : MD/SY

Sample : P2590-18ME

Misc : 6.34g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH

ALS Vvial : 30 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
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If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO52924WMA .M
Title : VOC Analysis
77 10.933 2992 2999 3002 rBV 344 363 0.06% 0.006%
78 10.962 3002 3008 3011 rBV2 311 371 0.06% 0.007%
79 11.123 3054 3058 3064 rBV2 285 420 0.06% 0.007%
80 11.412 3145 3148 3153 rVB2 224 199 0.03% 0.004%
81 11.454 3158 3161 3165 rBV 227 190 0.03% 0.003%
82 11.525 3178 3183 3191 rBV 384 600 0.09% 0.011%
83 11.640 3212 3219 3222 rBV2 331 395 0.06% 0.007%
84 11.724 3241 3245 3249 rBV2 236 277 0.04% 0.005%
85 11.811 3259 3272 3292 rBV 335848 553448 84.55% 9.870%
86 12.058 3344 3349 3352 rBV2 316 288 0.04% 0.005%
87 12.100 3359 3362 3366 rBV 243 207 0.03% 0.004%
88 12.190 3377 3390 3414 rBV 223843 371364 56.73% 6.623%
89 12.759 3564 3567 3571 rBV2 326 234 0.04% 0.004%
90 12.804 3578 3581 3587 rVB2 326 366 0.06% 0.007%
91 13.000 3638 3642 3644 rBV 321 259 0.04% 0.005%
92 13.402 3763 3767 3770 rBV2 298 285 0.04% 0.005%
93 13.631 3833 3838 3840 rBV2 232 235 0.04% 0.004%
94 14.232 4022 4025 4028 rBV 326 223  0.03% 0.004%
95 14.615 4141 4144 4145 rBV2 403 267 0.04% 0.005%
96 14.672 4159 4162 4165 rBV2 340 229 0.03% 0.004%
97 14.897 4230 4232 4233 rBV 415 217 0.03% 0.004%
98 15.907 4544 4546 4550 rBV2 393 228 0.03% 0.004%
99 16.094 4601 4604 4606 rBV2 458 302 0.05% 0.005%
100 16.759 4808 4811 4812 rBV2 826 465 ©0.07% ©.008%
Sum of corrected areas: 5607295
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU052924\
Data File : VU@59070.D

Acqg On : 29 May 2024 22:37

Operator : MD/SY

Sample : P2590-18ME

Misc : 6.34g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abu%%(?o TIC: VU059070.D\data.ms

300000
250000 6.239
5.711
200000

150000 6.68

1872 2.541 5.052

100000
1.593 4.621
50000
amm @mma 911 4.1581.345 4.969 55?.12654%41 5 85272

\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ L L L L N B N R R [l

Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 280 300 320 340 360 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 540 560 580 600 6.20 6.40 6.60

Abundance TIC: VU059070.D\data.ms
$E8b60 9.412 11.811

O

300000

250000
Tt 10.753 12.]

200000

150000 8.640

100000

7.560

50000 8.174
.806.97AXAIIB 750 /\8.3 3 89781% me%zzg 988 10.287 108: m123 11 BA%PRY 122056(
e =

e T ‘ I T
Time--> 7.00 7.50 8.00 8.50 9. 00 9. 50 10 OO 10 50 11 OO 11 50 12.00

Abu%%(?o TIC: VU059070.D\data.ms

o

300000

250000

200000

150000

100000

50000

0 L 12278G#3.000 _ 13.4023.631 14.232  14468524.897 15.9006.094 16.759
T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T T ‘ T T ‘ T T ‘ T ‘ T
Time--> 12.50 13.00 13.50 14.00 14,50 15.00 15.50 16.00 16.50 17.00 17.50

SFAMULM@52924WMA.M Mon Jun 03 16:42:46 2024 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU052924\
Data File : VU@59070.D

Acqg On : 29 May 2024 22:37

Operator : MD/SY

Sample : P2590-18ME

Misc : 6.34g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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_U\Data\VU052924\
Data File : VU@59070.D

Acqg On : 29 May 2024 22:37

Operator : MD/SY

Sample : P2590-18ME

Misc : 6.34g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .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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