Data Path

Data File : VV037769.D

Acq On : 08 Oct 2024 15:31
Operator : SY/MD

Sample . P4329-23

Misc

ALS Vial : 1

Integration
Integrator: RTE
Smoothing : OFF
Sampling : 1

Start Thrs: 0.2

Parameters:

: 5mL/MSVOA_V/WATER
Sample Multiplier: 1

LSCINT.P

Filtering:
Min Area:
Max Peaks:
Peak Location:

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100824\

5

@ % of largest Peak

100
TOP

Stop Thrs : @

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

Method ¢ Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92624WMA .M
Title : VOC Analysis
Signal : TIC: VV@37769.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max total
1 1.175 37 42 51 rBV 5767 9934 0.40% 0.057%
2 1.282 68 75 88 rvB 341691 350821 14.30% 2.028%
3 1.532 145 153 167 rVB 279377 331645 13.52% 1.917%
4 2.060 307 317 328 rBV 590867 845854 34.47%  4.889%
5 2.114 328 334 347 rVB 61121 95382 3.89% 0.551%
6 3.677 814 820 823 rBV2 697 771 0.03% 0.004%
7 3.799 850 858 885 rBV 102553 291984 11.90% 1.688%
8 4.243 979 996 1023 rVV 399814 1006076 41.00% 5.815%
9 4.452 1060 1061 1065 rVB4 1153 649 0.03% 0.004%
10 4.683 1128 1133 1135 rBV4 929 720 0.03% 0.004%
11 4.696 1135 1137 1143 rVB4 1009 941 0.04% 0.005%
12 4.950 1200 1216 1251 rBV2 979050 2453713 100.00% 14.182%
13 5.188 1287 1290 1296 rBV6 800 936 0.04% 0.005%
14 5.433 1359 1366 1369 rBV5 925 942 0.04% 0.005%
15 5.529 1385 1396 1434 rBV 608836 1270870 51.79% 7.346%
16 5.828 1478 1489 1512 rBV4 18728 43495 1.77% 0.251%
17 5.986 1525 1538 1566 rBV 540182 1122743 45.76% 6.489%
18 6.211 1606 1608 1615 rVB7 1395 1295 0.05% 0.007%
19 6.291 1631 1633 1637 rBv3 880 675 0.03% 0.004%
20 6.310 1637 1639 1643 rVB5 1201 806 0.03% 0.005%
21 6.394 1659 1665 1670 rBV3 1300 1049 0.04% 0.006%
22 6.442 1675 1680 1684 rVB4 1082 921 0.04% 0.005%
23 6.474 1684 1690 1693 rBV5 837 787 0.03% 0.005%
24 6.519 1701 1704 1709 rVB4 709 653 0.03% 0.004%
25 6.548 1709 1713 1715 rBV3 706 541 0.02% 0.003%
26 6.558 1715 1716 1723 rVB4 833 553 0.02% 0.003%
27 6.645 1738 1743 1745 rBV3 633 539 0.02% 0.003%
28 6.680 1749 1754 1757 rBV3 544 597 0.02% 0.003%
29 6.722 1762 1767 1769 rBV4 945 709 0.03% 0.004%
30 6.770 1779 1782 1784 rBV2 924 512 0.02% 0.003%
31 6.818 1792 1797 1804 rVB4 777 927 0.04% 0.005%
32 6.908 1814 1825 1851 rBV 266760 519240 21.16% 3.001%
33 7.159 1901 1903 1908 rVB4 821 708 0.03% 0.004%
34 7.236 1916 1927 1951 rBV 1089397 1928052 78.58% 11.144%
35 7.551 2016 2025 2053 rBV 181786 341751 13.93% 1.975%
36 7.735 2079 2082 2084 rBV4 1154 784 0.03% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100824\

Data File : VV037769.D

Acq On : 08 Oct 2024 15:31
Operator : SY/MD

Sample . P4329-23

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1  Sample Multiplier: 1

Integration Parameters: LSCINT

Integrator: RTE

.P

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_V\Method\SFAMVLM@92624WMA .M
Title : VOC Analysis
37 7.867 2118 2123 2127 rVB4 904 986 0.04% 0.006%
38 7.937 2142 2145 2150 rBV4 658 627 0.03% 0.0047%
39 8.027 2164 2173 2203 rBvV2 297794 669200 27.27% 3.868%
40  8.368 2275 2279 2286 rBV6 1353 1606 ©0.07% ©0.009%
41  8.555 2331 2337 2346 rVV9 1859 3516 ©.14% ©0.020%
42  8.645 2360 2365 2366 rBV5 983 796  0.03% 0.005%
43  8.780 2396 2407 2430 rBV 970595 1621614 66.09%  9.373%
44 8.960 2461 2463 2466 rBV3 920 521 0.02% 0.003%
45 9.047 2487 2490 2492 rBV3 1350 799 0.03% 0.005%
46  9.178 2528 2531 2536 rBV5S 871 968 0.04% ©0.006%
47  9.323 2573 2576 2582 rBV4 707 900 0.04% ©0.005%
48 9.378 2590 2593 2596 rBV5 670 503 0.02% 0.003%
49 9.465 2615 2620 2621 rBV3 778 534 0.02% 0.003%
50 9.503 2629 2632 2636 rBvV3 1103 700 0.03% 0.004%
51 9.564 2645 2651 2654 rBV4 663 691 0.03% 0.0047%
52 9.674 2681 2685 2687 rBv4 655 538 0.02% 0.003%
53 9.715 2692 2698 2707 rVB7 2940 4812 0.20% ©.028%
54 9.783 2715 2719 2721 rBV4 998 755 0.03% 0.004%
55 9.886 2743 2751 2762 rVV9 6492 11724 0.48% 0.068%
56 10.002 2784 2787 2790 rBV3 814 553 0.02% 0.003%
57 10.037 2794 2798 2805 rBV7 680 924 0.04% ©.005%
58 10.146 2814 2832 2857 rBV 616715 979430 39.92% 5.661%
59 10.294 2875 2878 2881 rVB3 1051 608 0.02% 0.004%
60 10.313 2881 2884 2887 rBvV3 1291 1175 ©.05% ©.007%
61 10.358 2893 2898 2901 rBV3 884 914 0.04% 0.005%
62 10.561 2957 2961 2963 rBV4 2096 1576 0.06% 0.009%
63 10.603 2972 2974 2978 rVB5 785 541 0.02% 0.003%
64 10.628 2978 2982 2991 rBV6 1442 2101 0.09% 0.012%
65 10.664 2991 2993 2998 rVB5 930 655 0.03% 0.004%
66 10.715 3008 3009 3016 rVB4 766 523 0.02% 0.003%
67 10.751 3016 3020 3022 rBv2 843 715 0.03% 0.004%
68 10.789 3027 3032 3034 rBV6 1344 953 0.04% 0.006%
69 10.995 3094 3096 3102 rVB5 1389 1023 0.04% 0.006%
70 11.124 3124 3136 3143 rBvS8 9463 15225 0.62% 0.088%
71 11.178 3143 3153 3181 rBV 948568 1529443 62.33% 8.840%
72 11.554 3251 3270 3300 rBV 1080062 1766113 71.98% 10.208%
73 11.831 3353 3356 3368 rVB 3732 5734 0.23% 0.033%
74 11.899 3374 3377 3381 rVB4 1272 881 0.04% 0.005%
75 11.953 3384 3394 3399 rBV9 4318 7162 0.29% 0.041%
76 12.120 3442 3446 3450 rBV4 526 584 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100824\
Data File : VV037769.D

Acq On : 08 Oct 2024 15:31
Operator : SY/MD

Sample . P4329-23

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1  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_V\Method\SFAMVLM@92624WMA .M
Title : VOC Analysis
77 12.175 3460 3463 3466 rBV3 724 498 0.02% 0.003%
78 12.259 3480 3489 3493 rBV8 3536 4935 0.20% 0.029%
79 12.358 3517 3520 3524 rVB2 1203 807 0.03% 0.005%
80 12.481 3553 3558 3560 rBV3 774 680 0.03% 0.004%
81 12.654 3609 3612 3614 rBV3 864 558 0.02% 0.003%
82 12.706 3625 3628 3633 rVB3 984 930 0.04% ©.005%
83 12.812 3655 3661 3662 rBV3 939 910 0.04% ©.005%
84 12.921 3692 3695 3697 rBV3 1059 573 0.02% 0.003%
85 13.008 3720 3722 3726 rVB4 899 579 0.02% 0.003%
86 13.030 3726 3729 3732 rBV5 1225 815 0.03% 0.005%
87 13.095 3746 3749 3758 rVB8 1427 2039 0.08% 0.012%
88 13.268 3801 3803 3807 rVB3 1082 712 0.03% 0.004%
89 13.368 3830 3834 3837 rBV5 885 825 0.03% 0.005%
90 13.661 3922 3925 3927 rBV 958 639 0.03% 0.004%
91 14.133 4070 4072 4076 rBV4 976 733 0.03% 0.004%
92 14.156 4077 4079 4084 rVB4 1239 699 0.03% 0.004%
93 14.339 4133 4136 4144 rVB7 2758 3399 0.14% 0.020%
94 14.432 4163 4165 4168 rBV2 841 599 0.02% 0.003%
95 14.709 4249 4251 4255 rBV4 1256 897 0.04% 0.005%
96 14.796 4275 4278 4281 rBV3 1090 1033 0.04% 0.006%
97 15.053 4353 4358 4368 rVB7 5063 7785 0.32% 0.045%
98 15.123 4378 4380 4383 rBV2 1148 512 0.02% 0.003%
99 15.368 4453 4456 4460 rBV5 1010 872 0.04% 0.005%
100 15.577 4518 4521 4527 rBV8 1700 1900 0.08% 0.011%
Sum of corrected areas: 17301127
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100824\
Data File : VV@37769.D

Acqg On : 08 Oct 2024 15:31
Operator : SY/MD

Sample : P4329-23

Misc : 5mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92624WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VV037769.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100824\
Data File : VV@37769.D

Acqg On : 08 Oct 2024 15:31
Operator : SY/MD

Sample : P4329-23

Misc : 5mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92624WMA .M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
3k 3k sk 3k sk 3k sk sk sk sk ok sk sk sk 3k sk sk sk sk sk Sk sk sk 3k sk 3k sk sk sk sk sk sk 3k sk 3k sk sk sk sk sk sk 3k sk 3k sk 3k sk sk sk sk 3k sk >k sk 3k sk 3k sk 3k sk sk >k sk sk sk sk ok sk ok



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100824\
Data File : VV@37769.D

Acq On : 08 Oct 2024 15:31
Operator : SY/MD

Sample . P4329-23

Misc : 5mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92624WMA .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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