LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV101124\
Data File : VV@37832.D

Acqg On : 11 Oct 2024 15:32
Operator : SY/MD

Sample : P4349-23

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

Signal : TIC: VV@37732.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.217 52 55 61 rBv 3288 3432 0.14% 0.019%
2 1.278 67 74 85 rBv 287633 303129 12.65% 1.703%
3 1.532 145 153 167 rVB 252750 302680 12.64% 1.701%
4 2.060 307 317 329 rBV 526345 757937 31.64% 4.259%
5 3.346 714 717 725 rVB6 739 642 0.03% 0.004%
6 3.529 769 774 777 rBV2 834 913 0.04% 0.005%
7 3.722 831 834 836 rBv3 754 572 0.02% 0.003%
8 3.799 849 858 892 rBV 108717 321446 13.42% 1.806%
9 4.153 965 968 972 rBV4 704 543 0.02% 0.003%
10 4.243 979 996 1022 rBV 381264 976820 40.78% 5.489%
11  4.426 1049 1053 1055 rBv4 991 673 0.03% 0.004%
12 4.439 1055 1057 1063 rVV5 864 884 0.04% 0.005%
13  4.465 1063 1065 1070 rVB4 1341 1086 0.05% 0.006%
14 4.503 1070 1077 1080 rBV5 1156 1420 0.06% ©0.008%
15 4.613 1107 1111 1115 rBV4 927 977 0.04% 0.005%
16 4.947 1200 1215 1253 rBV2 945443 2395554 100.00% 13.460%
17 5.426 1361 1364 1368 rVB5 968 739 0.03% 0.004%
18 5.529 1385 1396 1428 rBV 753717 1545467 64.51% 8.684%
19 5.828 1479 1489 1507 rVB3 18012 40732 1.70% 0.229%
20 5.982 1524 1537 1567 rBV 526408 1097659 45.82% 6.168%
21  6.252 1615 1621 1623 rBV5S 989 986 0.04% 0.006%
22 6.342 1647 1649 1652 rVV4 950 570 0.02% 0.003%
23 6.378 1658 1660 1666 rVB6 1141 1104 0.05% 0.006%
24  6.407 1666 1669 1670 rBV2 981 579 0.02% 0.003%
25 6.513 1698 1702 1705 rVB4 747 562 0.02% 0.003%
26 6.574 1718 1721 1728 rVB3 545 592 0.02% 0.003%
27 6.629 1735 1738 1740 rVB2 885 478 0.02% 0.003%
28 6.667 1745 1750 1752 rBV4 886 816 ©0.03% 0.005%
29 6.748 1771 1775 1780 rBV6 900 1004 0.04% 0.006%
30 6.773 1780 1783 1789 rVB5 959 1232 0.05% 0.007%
31 6.802 1789 1792 1794 rBV3 796 487 0.02% 0.003%
32 6.908 1815 1825 1851 rBV 265610 516797 21.57% 2.904%
33 7.236 1916 1927 1949 rBV 1065466 1873903 78.22% 10.529%
34 7.551 2015 2025 2054 rBV 177480 339790 14.18%  1.909%
35 7.783 2092 2097 2099 rBV4 750 760 0.03% 0.004%
36 7.815 2105 2107 2111 rVB4 928 669 0.03% 0.004%
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Data Path

Data File : VV@37832.D

Acqg On : 11 Oct 2024 15:32
Operator : SY/MD

Sample : P4349-23

Misc

ALS vial : 1

Integration
Integrator: RTE
Smoothing : OFF
Sampling : 1
Start Thrs: 0.2
Stop Thrs : ©

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Parameters:

5mL/MSVOA_V/WATER
Sample Multiplier: 1

LSCINT.P

Method
Title : VOC Analysis
37 7.911 2132 2137 2139 rBV5 1959
38 8.024 2164 2172 2215 rBV2 309949
39 8.384 2282 2284 2288 rVB3 775
40  8.445 2300 2303 2305 rBv4 1306
41  8.776 2393 2406 2433 rBV 1161927
42 9.082 2494 2501 2513 rVB3 8211
43 9.188 2529 2534 2537 rBV5 828
44  9.239 2547 2550 2553 rBV 854
45 9.265 2556 2558 2562 rBV2 965
46 9.294 2564 2567 2571 rVB4 776
47  9.317 2571 2574 2576 rVB3 882
48 9.487 2620 2627 2638 rBV7 4620
49 9.526 2638 2639 2643 rvv4 1443
50 9.545 2643 2645 2649 rVv5 1279
51 9.638 2671 2674 2679 rBV6 612
52 9.767 2712 2714 2720 rVB2 816
53 9.873 2739 2747 2751 rBV6 2070
54 9.969 2771 2777 2784 rBV4 835
55 10.056 2799 2804 2810 rBV4 1229
56 10.088 2810 2814 2817 rBvV2 656
57 10.146 2820 2832 2853 rBV 619780
58 10.371 2897 2902 2904 rBV3 le01
59 10.448 2923 2926 2929 rVB4 681
60 10.471 2929 2933 2935 rBV3 1235
61 10.500 2940 2942 2946 rVv3 945
62 10.519 2946 2948 2952 rVB2 701
63 10.648 2981 2988 2990 rBV3 847
64 10.683 2996 2999 3001 rBV 881
65 10.696 3001 3003 3009 rVB4 876
66 10.767 3020 3025 3027 rBV3 767
67 10.857 3046 3053 3055 rBV5 3571
68 11.037 3107 3109 3113 rVB3 583
69 11.062 3113 3117 3120 rBV2 577
70 11.133 3128 3139 3142 rBV6 3462
71 11.178 3142 3153 3179 rBV 1135903
72 11.461 3238 3241 3243 rBV4 1125
73 11.551 3258 3269 3295 rBV 1091209
74 11.982 3401 3403 3408 rVB4 1265
75 12.014 3408 3413 3414 rBV3 998
76 12.079 3431 3433 3438 rVV5 813
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Filtering:
Min Area:
Max Peaks:
Peak Location:
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV101124\
Data File : VV@37832.D

Acqg On : 11 Oct 2024 15:32
Operator : SY/MD

Sample : P4349-23

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 12.185 3460 3466 3469 rBV6 1012 1147 0.05% 0.006%
78 12.368 3519 3523 3525 rBV3 1027 568 0.02% 0.003%
79 12.381 3525 3527 3531 rVB4 839 600 0.03% 0.003%
80 12.413 3535 3537 3543 rVB4 1301 1031 0.04% 0.006%
81 12.558 3575 3582 3585 rBV4 869 1080 0.05% 0.006%
82 12.590 3585 3592 3600 rVvVv8 3720 5348 0.22% 0.030%
83 12.660 3610 3614 3615 rBV2 1035 680 0.03% 0.004%
84 12.702 3621 3627 3630 rBv4 944 1016 0.04% 0.006%
85 12.914 3690 3693 3695 rBV2 938 582 0.02% 0.003%
86 13.091 3743 3748 3749 rBV2 549 483 0.02% 0.003%
87 13.210 3776 3785 3799 rVB7 6217 11813 0.49% 0.066%
88 13.448 3850 3859 3867 rBV 10262 19650 0.82% 0.110%
89 13.577 3896 3899 3902 rBV4 1361 1160 0.05% 0.007%
90 13.683 3924 3932 3945 rVV6 7505 14001 ©.58% 0.079%
91 13.763 3952 3957 3960 rBV6 911 811 ©0.03% 0.005%
92 13.847 3979 3983 3989 rBVS5 1413 1389 0.06% 0.008%
93 14.024 4035 4038 4040 rBV4 661 456 0.02% 0.003%
94 14.220 4097 4099 4104 rVB5 904 650 0.03% 0.004%
95 14.529 4192 4195 4200 rVB4 772 799 0.03% 0.004%
96 14.551 4200 4202 4206 rBV2 835 563 0.02% 0.003%
97 14.596 4211 4216 4217 rBV4 1221 933 0.04% 0.005%
98 14.821 4283 4286 4289 rBV3 1524 1075 0.04% 0.006%
99 15.046 4353 4356 4359 rBV3 1079 774 0.03% 0.004%
100 15.532 4505 4507 4509 rBV3 1253 731 0.03% 0.004%
Sum of corrected areas: 17797433
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV101124\
Data File : VV@37832.D

Acqg On : 11 Oct 2024 15:32
Operator : SY/MD

Sample : P4349-23

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: VV037732.D\data.ms
1000000 4.947
800000 5.529
600000 2.060 5.982
400000 4.243
1.278 1532
200000
3.799
oL L2 3.348.528.7 4.153| 40ATHG 13 5.42 5.828 isvco i
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\T‘
Time--> 1.20 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 440460480 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40
Abundance TIC: VV037732.D\data.ms
7236 8.776 11.178 11.551
1000000
800000
10.146
600000
400000
8.024
6.908
200000 7. 551
0 7?7&51 88&45 9 @mmm cnmmsammgL 11 4 1 1N29mpy
‘ St ‘ T ‘ P
Time--> 7.00 8. 00 8. 50 9. 00 9. 50 10 00 10. 50 11. 00 11 50 12.00
Abundance TIC: VV037732.D\data.ms
1000000
800000
600000
400000
200000
0 p.1 YRIPAEH 022 9143 09]21(13 %mmaazm 02144 220 mmem 8215 046 15.532
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_V\DATA\VV101124\
Data File : VV@37832.D

Acqg On : 11 Oct 2024 15:32
Operator : SY/MD

Sample : P4349-23

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
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_V\DATA\VV101124\
Data File : VV@37832.D

Acqg On : 11 Oct 2024 15:32
Operator : SY/MD

Sample : P4349-23

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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