Data Path

Data File : VV037708.D

Acq On : 01 Oct 2024 17:05
Operator : SY/MD

Sample : P4239-04

Misc

ALS Vial : 1

: 5mL/MSVOA_V/WATER
Sample Multiplier: 1

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100124\

@ % of largest Peak

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering: 5
Sampling : 1 Min Area:
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@37708.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 10835 17996 0.78% 0.105%
2 1.278 68 74 91 rVB 317860 346309 14.93% 2.016%
3 1.532 146 153 166 rVB 271286 320515 13.81% 1.866%
4 2.060 308 317 336 rVB 559652 804163 34.66% 4.681%
5 3.404 733 735 742 rVB3 907 858 0.04% 0.005%
6 3.455 746 751 753 rBV3 696 606 0.03% 0.004%
7 3.581 787 790 792 rVV2 515 286 0.01% 0.002%
8 3.642 805 809 812 rBV4 718 556 0.02% 0.003%
9 3.693 821 825 826 rBV2 573 314 0.01% 0.002%
10 3.741 836 840 842 rBV3 511 403 0.02% 0.002%
11 3.796 848 857 888 rBV 102281 290618 12.53% 1.692%
12 4.243 975 996 1026 rBV 374099 967369 41.70% 5.631%
13 4.625 1112 1115 1119 rBV3 910 741 0.03% 0.004%
14 4.671 1127 1129 1131 rBV 473 238 0.01% 0.001%
15 4.732 1145 1148 1152 rBV3 527 426 0.02% 0.002%
16 4.879 1191 1194 1197 rBV4 602 429 0.02% 0.002%
17 4.950 1200 1216 1246 rBV2 913721 2320099 100.00% 13.506%
18 5.265 1311 1314 1316 rBV3 782 465 0.02% 0.003%
19 5.317 1328 1330 1335 rBV6 1208 1195 0.05% 0.007%
20 5.378 1347 1349 1353 rVB3 1029 583 0.03% 0.003%
21 5.404 1353 1357 1359 rBV4 1319 1001 0.04% 0.006%
22 5.433 1364 1366 1370 rBV3 286 236 0.01% 0.001%
23 5.484 1376 1382 1383 rBV5 788 577 0.02% 0.003%
24 5.529 1385 1396 1430 rBV 709681 1472133 63.45% 8.569%
25 5.986 1526 1538 1573 rBV 511326 1059058 45.65% 6.165%
26 6.233 1612 1615 1616 rBV3 1064 449 0.02% 0.003%
27 6.278 1626 1629 1630 rBV3 701 356 0.02% 0.002%
28 6.381 1658 1661 1663 rBV4 616 373 0.02% 0.002%
29 6.426 1672 1675 1676 rBV 434 279 0.01% 0.002%
30 6.461 1684 1686 1687 rBV 739 284 0.01% 0.002%
31 6.539 1708 1710 1713 rBV2 408 261 0.01% 0.002%
32 6.574 1719 1721 1724 rVB2 789 424 0.02% 0.002%
33 6.590 1724 1726 1728 rVB 505 215 0.01% 0.001%
34 6.600 1728 1729 1734 rBV3 441 321 0.01% 0.002%
35 6.651 1743 1745 1746 rBV 482 220 0.01% 0.001%
36 6.690 1755 1757 1760 rBV3 520 330 0.01% 0.002%
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Data Path

Data File : VV037708.D

Acq On : 01 Oct 2024 17:05
Operator : SY/MD

Sample : P4239-04

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 6.722 1764 1767 1769 rBV2 503
38 6.754 1775 1777 1779 rBV2 701
39 6.767 1779 1781 1784 rVV4 749
40 6.796 1788 1790 1792 rBV 657
41 6.809 1792 1794 1797 rVWV4 628
42 6.908 1815 1825 1852 rBV 259518
43 7.240 1917 1928 1952 rBV 1016808
44 7.551 2016 2025 2051 rBV 173098
45 7.825 2108 2110 2114 rVB4 1705
46 8.024 2161 2172 2207 rBvV2 310142
47  8.712 2384 2386 2389 rVB2 647
48 8.735 2389 2393 2395 rBV5 691
49  8.780 2396 2407 2443 rBV 1126491
50 9.275 2559 2561 2565 rBV3 407
51 9.333 2575 2579 2580 rBV3 635
52 9.371 2589 2591 2594 rVB3 663
53 9.432 2607 2610 2611 rBV 467
54 9.513 2632 2635 2636 rBv2 528
55 9.603 2658 2663 2665 rBvV3 909
56 9.696 2689 2692 2695 rVB2 672
57 9.735 2700 2704 2705 rBV3 566
58 9.799 2722 2724 2730 rVB4 508
59 9.831 2731 2734 2736 rBv2 345
60 9.915 2758 2760 2764 rVB3 824
61 9.940 2766 2768 2774 rVB5 599
62 9.969 2775 2777 2781 rVB3 611
63 9.995 2781 2785 2786 rBv2 627
64 10.046 2795 2801 2805 rBv4 694
65 10.146 2819 2832 2861 rBV 607562
66 10.320 2883 2886 2888 rBv2 742
67 10.387 2905 2907 2908 rBV 530
68 10.484 2933 2937 2943 rVB7 1064
69 10.516 2943 2947 2949 rBvV2 958
70 10.600 2971 2973 2978 rVB3 487
71 10.628 2978 2982 2984 rBV4 558
72 10.728 3009 3013 3016 rBV 667
73 10.757 3020 3022 3026 rBvV3 492
74 10.783 3026 3030 3033 rBV3 1328
75 10.834 3043 3046 3048 rBV2 380
76 10.850 3048 3051 3053 rBvV2 555
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Filtering:
Min Area:
Max Peaks:
Peak Location:
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LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100124\
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100124\
Data File : VV037708.D

Acq On : 01 Oct 2024 17:05
Operator : SY/MD

Sample : P4239-04

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 10.911 3064 3070 3073 rBV4 668 428 0.02% 0.002%
78 11.001 3095 3098 3099 rBV 507 249 0.01% 0.001%
79 11.040 3106 3110 3114 rBV4 503 441 0.02% 0.003%
890 11.091 3123 3126 3129 rBV2 876 715 0.03% 0.004%
81 11.127 3134 3137 3138 rBV 772 394 0.02% 0.002%
82 11.136 3138 3140 3142 rBV3 708 300 0.01% 0.002%
83 11.178 3142 3153 3185 rBV 1079590 1710895 73.74% 9.959%
84 11.554 3258 3270 3302 rBV 1026074 1669160 71.94% 9.716%
85 12.082 3431 3434 3436 rBV2 679 371 0.02% 0.002%
86 12.098 3437 3439 3441 rBV2 769 400 0.02% 0.002%
87 12.143 3451 3453 3456 rVB2 679 371 0.02% 0.002%
88 12.162 3456 3459 3461 rBV2 735 396 0.02% 0.002%
89 12.442 3543 3546 3548 rBV3 684 432 0.02% 0.003%
90 12.706 3625 3628 3631 rBv4 883 705 0.03% 0.004%
91 12.773 3646 3649 3651 rBv4 644 425 0.02% 0.002%
92 12.850 3670 3673 3676 rBV3 859 715 0.03% 0.004%
93 12.892 3684 3686 3689 rVB3 791 341 0.01% 0.002%
94 12.911 3689 3692 3696 rBv4 968 936 0.04% ©0.005%
95 13.056 3735 3737 3739 rBV2 582 274 0.01% 0.002%
96 13.111 3752 3754 3757 rVB3 716 308 0.01% 0.002%
97 13.207 3782 3784 3788 rBV3 810 556 0.02% 0.003%
98 13.384 3836 3839 3841 rBV2 763 636 0.03% 0.004%
99 13.416 3847 3849 3852 rBV2 822 501 0.02% 0.003%
100 14.895 4307 4309 4312 rBV4 1449 903 0.04% 0.005%
Sum of corrected areas: 17178801
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100124\
Data File : VV@37708.D

Acqg On : 01 Oct 2024 17:05
Operator : SY/MD

Sample : P4239-04

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: VV037708.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100124\
Data File : VV@37708.D

Acqg On : 01 Oct 2024 17:05
Operator : SY/MD

Sample : P4239-04

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\VV100124\
Data File : VV@37708.D

Acq On : 01 Oct 2024 17:05
Operator : SY/MD

Sample : P4239-04

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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