LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52924\
Data File : VU@59068.D

Acqg On : 29 May 2024 21:50

Operator : MD/SY

Sample : P2590-14ME

Misc : 4.60g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH

ALS Vvial : 28 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@59068.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.592 86 94 114 rVB 50932 73269 11.54% 1.420%
2 1.843 135 172 173 rBV6 62223 274783 43.29% 5.327%
3 2.541 377 389 406 rVB 101863 164842 25.97%  3.196%
4 2.625 410 415 418 rBV4 761 872 0.14% 0.017%
5 2.676 430 431 436 rvB3 504 230 0.04% 0.004%
6 2.766 452 459 468 rBV2 900 1379 0.22% 0.027%
7 2.904 499 502 508 rVB3 279 261 0.04% 0.005%
8 2.988 525 528 530 rBV 220 185 ©0.03% 0.004%
9 3.026 530 540 551 rvv 4096 7732 1.22% 0.150%
10 3.174 572 586 605 rBV2 8137 21999 3.47% 0.426%
11 3.756 763 767 770 rBvV2 271 268 0.04% 0.005%
12 3.776 770 773 775 rBV2 225 179 0.03% 0.003%
13 3.936 817 823 825 rBV2 207 198 0.03% 0.004%
14  4.223 908 912 917 rVB2 408 446 0.07% 0.009%
15 4.261 917 924 928 rBV2 363 499 0.08% 0.010%
16 4.383 958 962 967 rVB2 375 352 0.06% 0.007%
17 4.422 971 974 977 rBvV2 244 216 ©0.03% 0.004%
18 4.499 990 998 1001 rBV2 361 557 0.09% 0.011%
19 4.618 1025 1035 1069 rBV 54325 163468 25.75% 3.169%
20 4.985 1146 1149 1153 rVB2 195 176 0.03% 0.003%
21 5.052 1155 1170 1190 rBV2 99447 228708 36.03% 4.434%
22 5.348 1259 1262 1264 rBv2 308 245 0.04% 0.005%
23 5.451 1289 1294 1298 rBV 249 248 0.04% 0.005%
24  5.477 1298 1302 1308 rVB2 258 293 0.05% 0.006%
25 5.567 1326 1330 1333 rBV2 353 363 0.06% 0.007%
26 5.711 1349 1375 1401 rBV2 209630 564926 88.99% 10.952%
27 5.885 1426 1429 1433 rBV2 255 208 0.03% 0.004%
28 5.975 1447 1457 1463 rBV4 1827 3459 0.54% 0.067%
29 6.123 1499 1503 1506 rVB3 278 183 0.03% 0.004%
30 6.136 1506 1507 1513 rVB 300 191 0.03% 0.004%
31 6.168 1513 1517 1519 rBvV2 362 285 0.04% 0.006%
32 6.239 1526 1539 1564 rBV 256558 500254 78.80% 9.698%
33  6.528 1620 1629 1642 rBVi1e 5004 9298 1.46% 0.180%
34 6.592 1642 1649 1663 rvvs 2502 4888 0.77% 0.095%
35 6.682 1663 1677 1700 rVB2 130767 261584 41.21% 5.071%
36 7.213 1832 1842 1844 rBV7 962 1334 0.21% 0.026%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52924\
Data File : VU@59068.D

Acqg On : 29 May 2024 21:50

Operator : MD/SY
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Misc : 4.60g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH

ALS Vvial : 28 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5
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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
37 7.380 1890 1894 1897 rvv2 230 223 0.04% 0.004%
38 7.451 1912 1916 1921 rBV2 209 266 0.04% ©0.005%
39 7.560 1938 1950 1970 rBV 65869 117905 18.57% 2.286%
40 7.724 1993 2001 2006 rBvV2 367 595 0.09% 0.012%
41  7.788 2013 2021 2023 rBv4 512 671 0.11% 0.013%
42 7.891 2041 2053 2075 rBV 220632 391494 61.67% 7.590%
43  7.978 2076 2080 2083 rBV3 1034 1114 0.18% 0.022%
44  8.071 2106 2109 2115 rVB3 509 511 ©0.08% 0.010%
45  8.103 2115 2119 2122 rBvV2 197 213 0.03% 0.004%
46 8.174 2129 2141 2168 rBV 43425 80485 12.68% 1.560%
47  8.274 2169 2172 2177 rVB2 357 290 0.05% 0.006%
48  8.483 2233 2237 2241 rVB2 342 314 0.05% 0.006%
49 8.531 2248 2252 2258 rVB2 255 202 0.03% 0.004%
50 8.640 2273 2286 2322 rBV2 139726 342770 54.00%  6.645%
51 8.798 2333 2335 2339 rBV2 446 255 0.04% 0.005%
52 8.846 2346 2350 2353 rBV3 310 237 0.04% 0.005%
53 8.946 2377 2381 2384 rBV3 315 282 0.04% 0.005%
54 9.007 2396 2400 2404 rBvV2 328 361 ©0.06% 0.007%
55 9.078 2419 2422 2427 rVB 260 244  0.04%  ©0.005%
56 9.107 2427 2431 2434 rBvV 250 203 0.03% 0.004%
57 9.148 2439 2444 2447 rBV 354 357 0.06% 0.007%
58 9.412 2514 2526 2551 rBV 357020 634807 100.00% 12.307%
59 9.576 2573 2577 2582 rVB3 643 710 0.11% 0.014%
60 9.647 2595 2599 2602 rBv2 278 222 0.03% 0.004%
61 9.701 2607 2616 2627 rVB3 1054 1691 0.27% 0.033%
62 9.746 2627 2630 2633 rBV 313 178 0.03% 0.003%
63 9.878 2669 2671 2673 rBv2 312 194 0.03% 0.004%
64 9.997 2704 2708 2714 rVB 258 230 0.04% 0.004%
65 10.023 2714 2716 2725 rBV2 232 312 0.05% 0.006%
66 10.107 2738 2742 2748 rBV2 385 435 0.07% 0.008%
67 10.541 2872 2877 2881 rBV2 243 265 0.04% 0.005%
68 10.627 2901 2904 2907 rBV2 264 241 0.04% 0.005%
69 10.753 2930 2943 2963 rBV 206393 344167 54.22% 6.672%
70 10.894 2981 2987 2990 rBV3 343 404 0.06% 0.008%
71 10.943 2998 3002 3005 rBV 271 197 ©0.03% 0.004%
72 11.100 3048 3051 3057 rvv2 232 304 0.05% 0.006%
73 11.367 3129 3134 3139 rVB2 328 398 0.06% ©0.008%
74 11.396 3139 3143 3146 rBV2 275 262 0.04% 0.005%
75 11.807 3260 3271 3298 rBV 352341 574300 90.47% 11.134%
76 11.997 3327 3330 3332 rBV2 389 283 0.04% 0.005%

SFAMULMO52924WMA.M Mon Jun 03 16:42:10 2024 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52924\
Data File : VU@59068.D

Acqg On : 29 May 2024 21:50

Operator : MD/SY

Sample : P2590-14ME

Misc : 4.60g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH

ALS Vvial : 28 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
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77 12.042 3341 3344 3347 rBV 261 220 0.03% 0.004%
78 12.065 3347 3351 3357 rVB2 409 369 0.06% 0.007%
79 12.190 3378 3390 3414 rBV 216970 362508 57.11% 7.028%
80 12.727 3552 3557 3559 rBV2 188 196 ©0.03% 0.004%
81 12.769 3566 3570 3578 rBV3 445 617 ©0.10% 0.012%
82 12.827 3584 3588 3590 rBV2 272 259 0.04% 0.005%
83 13.402 3763 3767 3769 rBV 201 176 0.03% 0.003%
84 13.518 3799 3803 3805 rBV2 230 223  0.04% 0.004%
85 13.721 3863 3866 3868 rVv2 753 481 0.08% 0.009%
86 13.733 3868 3870 3881 rVB3 1046 1387 0.22% 0.027%
87 13.778 3881 3884 3886 rBV2 324 201 0.03% 0.004%
88 13.955 3936 3939 3943 rBV 248 231 0.04% 0.004%
89 14.129 3989 3993 3995 rBV 391 314 0.05% 0.006%
90 14.184 4007 4010 4013 rBV2 389 216 0.03% 0.004%
91 14.412 4078 4081 4084 rBV 323 232  0.04% 0.004%
92 14.576 4128 4132 4134 rBV2 389 345 0.05% 0.007%
93 14.794 4194 4200 4202 rBV2 501 505 0.08% 0.010%
94 14.830 4208 4211 4213 rBV 359 268 0.04% 0.005%
95 14.917 4235 4238 4242 rVB3 359 298 0.05% 0.006%
96 14.955 4247 4250 4252 rBV2 276 207 0.03% 0.004%
97 15.129 4301 4304 4307 rBV2 408 334 0.05% 0.006%
98 15.312 4356 4361 4366 rBV3 461 546 0.09% 0.011%
99 15.438 4397 4400 4401 rBV 458 292 0.05% 0.006%
100 16.483 4720 4725 4727 rBV3 618 665 0.10% 0.013%
Sum of corrected areas: 5158060
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

. 28

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@52924\
: VU@59068.D

: 29 May 2024
: MD/SY

: P2590-14ME

: 4.60g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
Sample Multiplier: 1

21:50

: VOC Analysis

LSC Report - Integrated Chromatogram

TIC Integration Parameters: LSCINT.P

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

Abundance
350000

300000

250000

200000

150000

100000

50000

o

1592 7,

2.541

pay-iafifois)

Time-->

(L L L B L B R B A BB LI IR R L LA

174

TIC: VU059068.D\data.ms

5.052

4.618

R7AB.936 4422313830 4.9
L L I L L B I L I N

5.3896/B6
TrrTTTrT

6.239

5.711

LB

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 6.40 6.60

6.68

Abundance
350000

300000

250000

200000

150000

100000

50000

7.560

7.891

8.174

78

8.640

TIC: VU059068.D\data.ms
9.412

10.753

11.

807

12.1

0
Time-->

7.213.3
7.00

8(51\7.7
I\L

7.50

8.00

.27488183
T

8.50

L&nem&;

9.00 9.50

9.9 WP A63PERNTE) 7
b st
10.00

10.50

10184627 10@B943.100 111356 112
e e e e ™
11.00

11.50

12.00

Abundance
350000

300000

250000

200000

150000

100000

50000

\

TIC: VU059068.D\data.ms

16.483

Time-->

T
12.50

12272827
T T T T ‘

13.00

13.485183F283.9584.284 4.412.57614718230955.12%.352438
T T T ‘ T T T T ‘ T T T T T T T ‘ T T T T

13.50

14.00

14.50 15.00

15.50

T ‘ T
16.00

16.50

T ‘ T
17.00

T
17.50

SFAMULM@52924WMA.M Mon Jun @3 16:42:12 2024

Page: 4




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU052924\
Data File : VU@59068.D

Acqg On : 29 May 2024 21:50

Operator : MD/SY

Sample : P2590-14ME

Misc : 4.60g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH

ALS vial : 28 Sample Multiplier: 1

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

TIC Library
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@59068.D

Acqg On : 29 May 2024 21:50

Operator : MD/SY

Sample : P2590-14ME

Misc : 4.60g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .M
Quant Title : VOC Analysis

TIC Library
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
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