LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@60324\
Data File : VU@59123.D

Acqg On : 03 Jun 2024 15:36

Operator : MD/SY

Sample : P2647-14ME

Misc : 4.54g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS vial : 8 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@59123.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 94 112 rBV 81976 114006 11.36% 1.283%
2 1.872 136 181 198 rBV2 150035 683351 68.12% 7.687%
3 2.544 377 390 410 rBV 169955 278367 27.75% 3.132%
4 2.624 410 415 419 rBV4 691 762 0.08% 0.009%
5 2.673 427 430 433 rVB2 464 355 0.04% 0.004%
6 2.702 433 439 441 rBV2 419 448 0.04% 0.005%
7 2.769 454 460 466 rVB4 684 1009 0.10% 0.011%
8 2.804 466 471 474 rBV2 322 309 0.03% 0.003%
9 2.853 483 486 489 rBv2 296 231 0.02% 0.003%
106 2.984 523 527 531 rBV 186 203 0.02% 0.002%
11  3.033 531 542 550 rBv4 3632 6775 ©0.68% 0.076%
12 3.171 573 585 599 rBv2 5563 14206 1.42% 0.160%
13 3.361 642 644 651 rVB 202 245 0.02% ©0.003%
14 3.502 685 688 694 rVB 233 275 0.03% 0.003%
15 3.679 737 743 747 rBV3 624 549 0.05% 0.006%
16 3.885 800 807 809 rBV2 269 297 0.03% 0.003%
17 3.927 817 820 823 rBV2 291 205 0.02% 0.002%
18 4.081 863 868 872 rVB2 295 274 0.03% 0.003%
19 4.618 1021 1035 1082 rBV 112626 331134 33.01% 3.725%
20 4.827 1096 1100 1104 rVB3 583 408 0.04% 0.005%
21 5.052 1155 1170 1199 rBV 184679 412206 41.09% 4.637%
22 5.200 1209 1216 1220 rVB3 375 514 0.05% 0.006%
23 5.222 1221 1223 1230 rVB2 247 252 0.03% 0.003%
24  5.357 1263 1265 1267 rBV 290 191 0.02% 0.002%
25 5.377 1270 1271 1275 rVB 415 213  0.02% 0.002%
26 5.409 1275 1281 1286 rBV2 255 364 0.04% 0.004%
27 5.711 1355 1375 1402 rBV2 370953 1003198 100.00% 11.286%
28 5.888 1427 1430 1435 rVB2 365 251 ©0.03% 0.003%
29 5.971 1449 1456 1457 rBv2 1304 1472 0.15% 0.017%
30 6.013 1466 1469 1474 rVB3 361 403 0.04% 0.005%
31 6.039 1474 1477 1479 rBV4 514 341 0.03% 0.004%
32 6.110 1495 1499 1503 rVB 225 216 0.02% 0.002%
33  6.238 1525 1539 1566 rBV 336161 645446 64.34% 7.261%
34 6.463 1605 1609 1611 rvB3 288 190 0.02% 0.002%
35 6.525 1619 1628 1638 rBV6 7725 14854 1.48% 0.167%
36 6.595 1642 1650 1663 rVB7 1891 3284 0.33% 0.037%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@60324\
Data File : VU@59123.D

Acqg On : 03 Jun 2024 15:36

Operator : MD/SY

Sample : P2647-14ME

Misc : 4.54g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS vial : 8 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 6.682 1663 1677 1694 rBV 244728 476785 47.53% 5.364%
38 6.811 1715 1717 1725 rVB4 837 706 0.07% ©0.008%
39 7.190 1830 1835 1836 rBV3 1183 860 0.09% 0.010%
40 7.360 1884 1888 1895 rBvV2 288 398 0.04% 0.004%
41  7.463 1917 1920 1925 rBV2 191 184 0.02% 0.002%
42 7.560 1938 1950 1973 rBV 122262 219789 21.91% 2.473%
43 7.676 1984 1986 1989 rBvV2 272 188 0.02% 0.002%
44  7.701 1991 1994 1996 rVV2 435 252 0.03% 0.003%
45  7.724 1996 2001 2004 rVVv4 385 459 0.05% 0.005%
46 7.891 2040 2053 2077 rBV 425281 731874 72.95% 8.233%
47  8.174 2130 2141 2164 rBV 83066 150529 15.00% 1.693%
48  8.344 2190 2194 2196 rBV 415 258 0.03% 0.003%
49 8.457 2225 2229 2231 rBV2 347 305 0.03% 0.003%
50  8.550 2251 2258 2265 rvw4 1964 2498 0.25% 0.028%
51 8.637 2273 2285 2315 rBV 316517 698417 69.62% 7.857%
52 8.865 2354 2356 2362 rVB4 610 481 0.05% 0.005%
53  8.894 2362 2365 2368 rBvV3 467 340 0.03% 0.004%
54 9.052 2410 2414 2419 rVB2 351 245 0.02% ©0.003%
55 9.106 2425 2431 2433 rBV2 283 245 0.02% ©0.003%
56 9.193 2456 2458 2465 rVwVW 263 242 0.02% ©0.003%
57 9.229 2465 2469 2475 rVB2 306 3106 0.03% 0.003%
58 9.412 2512 2526 2554 rBV 495975 847887 84.52%  9.538%
59 9.576 2574 2577 2581 rVB2 527 356 0.04% 0.004%
60 9.614 2586 2589 2595 rBV 375 350 0.03% 0.004%
61 9.698 2608 2615 2630 rVB6 1255 2812 0.28% 0.032%
62 10.106 2737 2742 2744 rBV3 412 397 0.04% 0.004%
63 10.222 2770 2778 2781 rBV2 234 312 0.03% 0.004%
64 10.460 2845 2852 2860 rVV4 1842 2411 0.24% 0.027%
65 10.653 2907 2912 2916 rBV2 268 203 0.02% 0.002%
66 10.753 2930 2943 2966 rBV 422345 691376 68.92% 7.778%
67 10.888 2977 2985 2986 rBV2 446 382 0.04% 0.004%
68 11.003 3018 3021 3028 rBV 297 265 0.03% 0.003%
69 11.392 3137 3142 3143 rBV2 256 202 0.02% 0.002%
70 11.476 3164 3168 3173 rBV2 382 424 0.04% 0.005%
71 11.743 3247 3251 3252 rBV2 485 299 0.03% 0.003%
72 11.807 3259 3271 3292 rBV 479703 779676 77.72% 8.771%
73 12.190 3377 3390 3414 rBV 458179 748947 74.66% 8.425%
74 12.309 3424 3427 3430 rBV3 435 379 0.04% 0.004%
75 12.364 3442 3444 3447 rVB2 413 202 0.02% 0.002%
76 12.418 3458 3461 3466 rVB2 413 374 0.04% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@60324\
Data File : VU@59123.D

Acqg On : 03 Jun 2024 15:36
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Smoothing : OFF Filtering: 5
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO52924WMA .M
Title : VOC Analysis
77 12.724 3553 3556 3559 rBV2 292 231 0.02% 0.003%
78 12.765 3567 3569 3574 rBV2 374 379 0.04% 0.004%
79 12.817 3582 3585 3587 rBV2 316 199 0.02% 0.002%
80 13.174 3693 3696 3700 rBV2 337 262 ©0.03% 0.003%
81 13.434 3773 3777 3782 rVB3 607 672 0.07% ©0.008%
82 13.482 3788 3792 3793 rBV2 311 254 0.03% 0.003%
83 13.537 3802 3809 3815 rBV3 289 384 0.04% 0.004%
84 13.576 3820 3821 3825 rVB 536 247 0.02% ©0.003%
85 13.614 3829 3833 3838 rVB 355 361 ©0.04% 0.004%
86 13.778 3879 3884 3887 rBV2 343 391 0.04% 0.004%
87 13.968 3941 3943 3947 rBV2 257 193 0.02% 0.002%
88 14.023 3957 3960 3963 rBV 315 190 0.02% 0.002%
89 14.052 3966 3969 3972 rBV2 425 300 0.03% 0.003%
90 14.106 3983 3986 3988 rBV2 398 299 0.03% 0.003%
91 14.187 4008 4011 4017 rVB3 778 691 ©0.07% ©0.008%
92 14.450 4088 4093 4099 rVB4 866 1122 0.11% 0.013%
93 14.675 4161 4163 4169 rVB 477 331 0.03% 0.004%
94 14.807 4202 4204 4207 rBV2 303 192 0.02% 0.002%
95 14.862 4219 4221 4227 rVB 424 398 0.04% 0.004%
96 15.254 4340 4343 4348 rVB2 467 328 0.03% 0.004%
97 15.399 4383 4388 4393 rBV4 973 977 0.10% 0.011%
98 15.633 4459 4461 4465 rVB2 548 340 0.03% 0.004%
99 16.106 4604 4608 4612 rBV3 907 679 0.07% 0.008%
100 16.129 4613 4615 4620 rVV3 543 371 0.04% 0.004%
Sum of corrected areas: 8889214
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU060324\
Data File : VU@59123.D

Acqg On : @03 Jun 2024 15:36

Operator : MD/SY

Sample : P2647-14ME

Misc : 4.54g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 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
Abundance TIC: VU059123.D\data.ms
400000 5711
6.238
300000
6.68
200000 2544 5.052
1.872
100000 1.592
8481713.361503.67938882.081 7 ) 68&3505
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘W'\TTT(‘V_Y—FW\TWTFT \‘\'—VTV'\‘Y_Y—TY_Y_Y_Y—TY_Y_Y_F T\‘Y_Yd\"'V_Y_Y_Y—rT\\\ m\hr\‘f‘\\\ '\’\\\'
Time--> 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
Abundance TIC: VU059123.D\data.ms
9.412 11.807
12.1
7.891 10.753
400000
8.637
300000
200000
7.560
100000 8.174
0 .811 7.190.36@6 7 8.3845:350 \ S350 DIPEIZR0 &9\%@&98 10.10622210.461D.653.0.88%03 1].1394’7611.7%
T B e e T e e e e e e e e A s et e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU059123.D\data.ms
400000
300000
200000
100000
OLQMS 127772837 13.17413:@5&.77&@%714.45(14.&'58%2 15.28813995.633 16 108
T ‘ T T T T ‘ T T T T T T T T ‘ T T 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU060324\
Data File : VU@59123.D

Acqg On : @03 Jun 2024 15:36

Operator : MD/SY

Sample : P2647-14ME

Misc : 4.54g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 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
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@60324\
Data File : VU@59123.D

Acqg On : 03 Jun 2024 15:36

Operator : MD/SY

Sample : P2647-14ME

Misc : 4.54g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 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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