LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55830.D

Acqg On : 20 Oct 2023 14:15

Operator : MD/SY

Sample : 04918-04ME

Misc : 2.67g/5.emL/100uL/5.0mL/MSVOA_U/MECH

ALS Vvial : 14 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\SFAMULM101023WMA.M
Title : VOC Analysis

Signal : TIC: VU@55830.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 66 rBv2 6222 6113 0.29% 0.037%
2 1.599 87 96 116 rVB 158121 260920 12.50% 1.566%
3 1.830 137 168 170 rBV 30792 120863 5.79% ©.725%
4 2.541 376 389 405 rBV 397939 662598 31.74% 3.976%
5 2.759 452 457 461 rVv3 1058 1177 0.06% 0.007%
6 2.779 461 463 467 rVB3 907 449 0.02% 0.003%
7 2.946 512 515 517 rBV3 973 598 0.03% 0.004%
8 3.029 532 541 555 rBV2 9483 20216 ©.97% 0.121%
9 3.177 570 587 605 rBv2 15345 39509 1.89% 0.237%
106 3.303 623 626 631 rBV5S 594 609 0.03% 0.004%
11  3.390 650 653 655 rBv3 556 398 0.02% 0.002%
12 3.672 732 741 743 rBV3 1829 2497 0.12% 0.015%
13  3.759 763 768 770 rBvV2 472 400 0.02% 0.002%
14 4.000 838 843 845 rBv2 439 407 0.02% 0.002%
15 4.226 905 913 916 rBvV3 560 437 0.02% 0.003%
16 4.502 993 999 1002 rBvV2 556 521 0.02% 0.003%
17 4.631 1026 1039 1078 rBV2 117701 443976 21.27%  2.664%
18 4.959 1137 1141 1146 rBV5 697 787 0.04% 0.005%
19 5.058 1155 1172 1203 rBV 345044 847442 40.59% 5.085%
20 5.184 1207 1211 1213 rBV3 552 385 0.02% 0.002%
21 5.245 1227 1230 1233 rVB3 861 537 ©0.03% 0.003%
22 5.328 1250 1256 1258 rBv4 1093 916 0.04% 0.005%
23 5.444 1288 1292 1298 rVV3 422 492 0.02% 0.003%
24 5.515 1312 1314 1318 rVB2 646 395  0.02% 0.002%
25 5.541 1318 1322 1328 rBV2 471 577 ©0.03% 0.003%
26 5.714 1356 1376 1405 rBV2 790026 2087568 100.00% 12.527%
27 5.978 1448 1458 1468 rBV6 3845 8985 0.43% 0.054%
28 6.123 1498 1503 1509 rvB2 936 876 0.04% 0.005%
29 6.161 1512 1515 1518 rBV2 491 383 0.02% 0.002%
30 6.245 1525 1541 1567 rBV 719491 1498821 71.80% 8.994%
31 6.454 1604 1606 1615 rVB5 828 969 0.05% 0.006%
32 6.531 1615 1630 1642 rBV8 23830 55301 2.65% 0.332%
33  6.685 1664 1678 1703 rBV2 445049 929795 44.54%  5.580%
34 7.061 1789 1795 1796 rBv4 469 444  0.02% 0.003%
35 7.196 1827 1837 1840 rBv4 6853 10614 ©0.51% 0.064%
36 7.409 1898 1903 1909 rBV5 885 807 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55830.D

Acqg On : 20 Oct 2023 14:15

Operator : MD/SY

Sample : 04918-04ME

Misc : 2.67g/5.emL/100uL/5.0mL/MSVOA_U/MECH

ALS Vvial : 14 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\SFAMULM101023WMA.M
Title : VOC Analysis
37 7.563 1938 1951 1980 rBV = 226241 462709 22.16% 2.777%
38 7.701 1988 1994 1998 rBvV4 2716 3390 0.16% 0.020%
39 7.827 2031 2033 2037 rBV2 702 588 0.03% 0.004%
40 7.894 2040 2054 2077 rBV 876265 1650668 79.07%  9.906%
41  8.180 2131 2143 2168 rBV3 139663 310483 14.87% 1.863%
42 8.267 2168 2170 2173 rVV4 881 555 0.03% 0.003%
43 8.338 2189 2192 2193 rBV2 865 379 0.02% 0.002%
44  8.428 2217 2220 2224 rBV 632 481 0.02% 0.003%
45  8.483 2234 2237 2242 rVB3 755 692 0.03% 0.004%
46  8.550 2245 2258 2274 rBV3 60153 110981 5.32% 0.666%
47  8.656 2274 2291 2327 rBV2 344206 916866 43.92% 5.502%
48 8.930 2369 2376 2380 rBVS 1092 1341 ©0.06% ©0.008%
49 8.978 2387 2391 2395 rVB2 443 408 0.02% 0.002%
50 9.048 2404 2413 2416 rBV4 568 776 0.04% 0.005%
51 9.119 2432 2435 2441 rBV5S 886 917 ©0.04% 0.006%
52 9.206 2460 2462 2464 rBV2 902 558 0.03% 0.003%
53 9.418 2514 2528 2557 rBV 921863 1887157 90.40% 11.325%
54 9.563 2569 2573 2575 rBv4 946 894 0.04% 0.005%
55 9.698 2609 2615 2627 rVv8 3206 6164 ©0.30% 0.037%
56 10.013 2709 2713 2720 rVB4 573 631 0.03% 0.004%
57 10.074 2729 2732 2736 rBv2 501 381 0.02% 0.002%
58 10.113 2736 2744 2748 rBv4 1836 2494 0.12% 0.015%
59 10.135 2748 2751 2753 rBV2 894 563 0.03% 0.003%
60 10.309 2800 2805 2807 rBV 478 460 0.02% ©0.003%
61 10.444 2840 2847 2851 rBvV2 544 700 0.03% 0.004%
62 10.556 2877 2882 2883 rVWv2 435 423 0.02% 0.003%
63 10.624 2899 2903 2904 rBV 955 515 ©0.02% 0.003%
64 10.695 2921 2925 2927 rBV 551 436 0.02% 0.003%
65 10.759 2931 2945 2966 rBV 677160 1121788 53.74% 6.732%
66 10.849 2971 2973 2976 rVV2 1064 617 0.03% 0.004%
67 10.865 2976 2978 2983 rvVB3 1089 719 0.03% 0.004%
68 10.897 2983 2988 2992 rBV5 1315 1310 ©0.06% ©0.008%
69 10.939 2999 3001 3005 rVB2 943 541 0.03% 0.003%
70 11.007 3020 3022 3028 rVB3 952 578 ©0.03% 0.003%
71 11.042 3031 3033 3035 rBvV2 609 378 0.02% 0.002%
72 11.116 3052 3056 3066 rVB7 3264 4961 0.24% 0.030%
73 11.206 3080 3084 3089 rvB3 449 529 0.03% 0.003%
74 11.415 3143 3149 3156 rVB6 2858 3690 ©0.18% 0.022%
75 11.470 3164 3166 3170 rBV5 812 561 ©0.03% 0.003%
76 11.547 3185 3190 3194 rVB2 566 553 0.03% 0.003%
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Title : VOC Analysis

77 11.572 3194 3198 3202 rBV4 976 859 0.04% 0.005%
78 11.736 3246 3249 3250 rBV 766 433  0.02% 0.003%

79 11.814 3260 3273 3295 rBV 1064603 1717767 82.29% 10.308%
80 12.193 3377 3391 3415 rBV 856579 1413676 67.72%  8.483%

81 12.331 3429 3434 3439 rVB8 3737 4909 0.24% 0.029%
82 12.376 3444 3448 3449 rBV3 1102 881 0.04% 0.005%
83 12.659 3529 3536 3538 rBvV3 1449 1582 0.08% 0.009%
84 12.817 3583 3585 3589 rBvV3 554 472 0.02% 0.003%
85 12.878 3598 3604 3609 rBV5 774 1090 0.05% 0.007%
86 12.900 3609 3611 3617 rBv4 507 563 0.03% 0.003%
87 12.929 3618 3620 3622 rBvV3 977 512 0.02% 0.003%
88 13.177 3694 3697 3700 rVB3 833 521 0.02% 0.003%
89 13.196 3700 3703 3706 rBV2 703 574 0.03% 0.003%
90 13.434 3770 3777 3782 rBVe6 3933 6094 0.29% 0.037%
91 13.711 3858 3863 3865 rBV3 1022 1021 0.05% 0.006%
92 13.769 3879 3881 3885 rvVvB3 797 501 0.02% 0.003%
93 13.817 3892 3896 3899 rBvV4 971 697 0.03% 0.004%
94 13.942 3933 3935 3937 rBvV2 1201 760 0.04% 0.005%
95 13.974 3941 3945 3948 rVVe6 1003 877 0.04% 0.005%
96 14.399 4074 4077 4079 rBV2 1204 731 0.04% 0.004%
97 14.550 4122 4124 4125 rBvV2 1057 457 0.02% 0.003%
98 14.891 4227 4230 4234 rBV4 1119 980 0.05% 0.006%
99 14.994 4260 4262 4263 rBV2 996 409 0.02% 0.002%
100 15.318 4361 4363 4368 rVB4 1753 1141 0.05% 0.007%
Sum of corrected areas: 16664124
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA _U\Data\VU102023\

: VU@55830.D

: 20 Oct 2023 14:15

: MD/SY

: 04918-04ME

: 2.67g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
. 14

Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU055830.D\data.ms
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Abundance TIC: VU055830.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU®@55830.D

Acq On : 20 Oct 2023 14:15

Operator : MD/SY

Sample : 04918-04ME

Misc : 2.67g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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 5k 3k 5k 3k ok 3k 3k 5k 3k 5k 3k 5k 3k 5k 3k 5k 3k sk 3k >k 3k 3k 5k 3k 5k 3k >k 3k 5k 3k 5k 3k sk 3k >k 5k >k >k %k >k 3k >k 3k >k 3k >k 3k 5k 3k %k >k % >k %k >k % >k %k *k %



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55830.D

Acqg On : 20 Oct 2023 14:15

Operator : MD/SY

Sample : 04918-04ME

Misc : 2.67g/5.emL/100uL/5.0mL/MSVOA_U/MECH

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA .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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