Data Path

Data File : VV037690.D

Acq On : 01 Oct 2024 10:28
Operator : SY/MD

Sample : P4185-21DL 20X
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\VV100124\

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@37690.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max total
1 1.179 36 43 52 rBV 9722 17421 0.67% 0.081%
2 1.282 67 75 93 rVB2 441780 490351 18.84% 2.290%
3 1.532 145 153 166 rBV 312333 401629 15.43% 1.876%
4 2.060 307 317 341 rVB 654746 949652 36.48% 4.436%
5 2.690 506 513 526 rVB2 23555 40756 1.57% 0.190%
6 3.105 628 642 667 rVB 296777 625063 24.01% 2.920%
7 3.674 815 819 824 rBV3 618 781 0.03% 0.004%
8 3.802 841 859 896 rBV2 560114 1477441 56.76% 6.901%
9 4.137 960 963 966 rBV3 789 492 0.02% 0.002%
10 4.156 966 969 970 rBV2 625 446 0.02% 0.002%
11 4.240 979 995 1023 rVV 409384 1051533 40.40% 4.911%
12 4.507 1064 1078 1094 rVB3 17699 45384 1.74% 0.212%
13 4.780 1161 1163 1165 rBV3 705 450 0.02% 0.002%
14 4.857 1182 1187 1192 rBV4 584 714 0.03% 0.003%
15 4.947 1199 1215 1245 rBV2 1014393 2603004 100.00% 12.158%
16 5.333 1333 1335 1337 rBV3 876 531 0.02% 0.002%
17 5.388 1349 1352 1354 rBV2 1044 682 0.03% 0.003%
18 5.526 1384 1395 1427 rBV 836569 1711568 65.75% 7.994%
19 5.786 1473 1476 1478 rBV4 1485 1003 0.04% 0.005%
20 5.834 1480 1491 1513 rVB5 40529 98274 3.78% 0.459%
21 5.979 1523 1536 1567 rBV 563667 1177984 45.25% 5.502%
22 6.368 1654 1657 1661 rVB4 1347 901 0.03% 0.004%
23 6.387 1661 1663 1665 rBV3 733 434 0.02% 0.002%
24 6.400 1665 1667 1670 rVV3 1149 719 0.03% 0.003%
25 6.439 1673 1679 1684 rBV5 691 749 0.03% 0.003%
26 6.481 1687 1692 1697 rVB5 1014 996 0.04% 0.005%
27 6.523 1697 1705 1708 rBV5 857 883 0.03% 0.004%
28 6.548 1710 1713 1716 rBV3 886 461 0.02% 0.002%
29 6.568 1716 1719 1722 rBV3 699 522 0.02% 0.002%
30 6.606 1727 1731 1734 rBV4 578 620 0.02% 0.003%
31 6.751 1773 1776 1778 rBV 926 473 0.02% 0.002%
32 6.825 1795 1799 1801 rBV3 568 423 0.02% 0.002%
33 6.905 1812 1824 1852 rBV 298464 571971 21.97% 2.672%
34 7.153 1899 1901 1905 rBV4 529 443 0.02% 0.002%
35 7.172 1905 1907 1910 rVv4 754 485 0.02% 0.002%
36 7.236 1916 1927 1966 rBV 1177746 2099289 80.65% 9.805%
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Data Path

Data File : VV037690.D

Acq On : 01 Oct 2024 10:28
Operator : SY/MD

Sample : P4185-21DL 20X
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 7.548 2014 2024 2049 rBV 195291
38 7.728 2078 2080 2082 rBV3 1060
39 7.905 2125 2135 2154 rBV3 22430
40 8.021 2163 2171 2218 rBvV2 277875
41  8.535 2328 2331 2333 rBV3 1248
42 8.699 2377 2382 2384 rBV4 676
43  8.719 2384 2388 2392 rBV3 663
44 8.776 2395 2406 2448 rBvV 1271211
45 9.159 2522 2525 2526 rBvV2 992
46 9.169 2526 2528 2532 rVB4 947
47  9.265 2554 2558 2559 rBV2 672
48 9.329 2575 2578 2581 rBV4 503
49  9.474 2619 2623 2625 rBV3 780
50 9.497 2628 2630 2634 rVV4 826
51 9.561 2647 2650 2657 rVB5 1017
52 9.638 2668 2674 2678 rBV5 1276
53 9.789 2717 2721 2725 rVB3 688
54  9.828 2730 2733 2736 rBv4 740
55 9.886 2749 2751 2754 rVB3 748
56 9.944 2767 2769 2773 rVB4 953
57 9.969 2773 2777 2779 rBV3 619
58 10.146 2813 2832 2858 rBV 603287
59 10.323 2884 2887 2890 rVB3 795
60 10.487 2933 2938 2943 rBVS 681
61 10.751 3015 3020 3026 rVB7 800
62 10.863 3050 3055 3059 rvve 804
63 11.034 3103 3108 3111 rBV3 659
64 11.130 3131 3138 3142 rBV7 2048
65 11.178 3142 3153 3185 rVV 1237243
66 11.423 3227 3229 3231 rBV2 795
67 11.490 3248 3250 3253 rBv2 601
68 11.551 3257 3269 3302 rBV 1137045
69 11.802 3345 3347 3352 rVB4 844
70 11.927 3383 3386 3388 rVB3 787
71 11.940 3388 3390 3393 rBvV3 972
72 11.989 3402 3405 3409 rVB3 790
73 12.021 3409 3415 3419 rBV6 1414
74 12.040 3419 3421 3425 rVB3 936
75 12.063 3425 3428 3433 rBV3 677
76 12.172 3459 3462 3465 rBvV3 1139

SFAMVLMO92624WMA .M Wed

Oct 02 17:50:32 2024

Filtering:
Min Area:
Max Peaks:
Peak Location:

365783
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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 : VV037690.D

Acq On : 01 Oct 2024 10:28
Operator : SY/MD

Sample : P4185-21DL 20X
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 12.239 3478 3483 3487 rVB3 594 673 0.03% 0.003%
78 12.397 3527 3532 3534 rBV3 904 511 0.02% 0.002%
79 12.599 3584 3595 3607 rVB10O 2161 5039 0.19% 0.024%
80 12.738 3635 3638 3641 rBV3 550 441 0.02% 0.002%
81 12.947 3697 3703 3709 rBV7 681 884 0.03% 0.004%
82 13.159 3766 3769 3771 rBV3 607 440 0.02% 0.002%
83 13.210 3776 3785 3790 rBV7 3430 4805 0.18% 0.022%
84 13.259 3799 3800 3807 rVB4 798 491 0.02% 0.002%
85 13.455 3851 3861 3866 rBV3 5714 9254 0.36% ©0.043%
86 13.680 3925 3931 3942 rBV9 3166 6006 0.23% 0.028%
87 13.722 3942 3944 3947 rVV4 858 532 0.02% 0.002%
88 13.860 3982 3987 3990 rBV4 880 892 0.03% 0.004%
89 13.931 4006 4009 4012 rVB5 1380 782 0.03% 0.004%
90 13.972 4019 4022 4027 rVV3 881 728 0.03% 0.003%
91 14.037 4039 4042 4045 rVB3 789 565 0.02% 0.003%
92 14.975 4049 4054 4057 rBv4 612 688 0.03% 0.003%
93 14.159 4078 4080 4084 rBV4 896 693 0.03% 0.003%
94 14.365 4141 4144 4147 rVB3 1183 736 0.03% 0.003%
95 14.429 4160 4164 4166 rBV3 854 697 0.03% 0.003%
96 14.570 4204 4208 4210 rBV3 1068 744 0.03% ©0.003%
97 14.606 4217 4219 4225 rVB5 902 677 0.03% 0.003%
98 14.632 4225 4227 4231 rBV2 799 652 0.03% 0.003%
99 15.152 4387 4389 4390 rBV2 997 484 0.02% ©0.002%
100 15.631 4535 4538 4542 rBV4 1563 1171 0.04% 0.005%
Sum of corrected areas: 21409777
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100124\
Data File : VV@37690.D

Acqg On : 01 Oct 2024 10:28
Operator : SY/MD

Sample : P4185-21DL 20X
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: VV037690.D\data.ms
1200000

4.947
1000000
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800000
2.060
600000 3.802 5.979

1.282 4.240
400000 '
1.532 3.105
200000
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Abundance TIC: VV037690.D\data.ms
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Abundance TIC: VV037690.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100124\
Data File : VV@37690.D

Acqg On : 01 Oct 2024 10:28
Operator : SY/MD

Sample : P4185-21DL 20X
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 : VV037690.D

Acq On : 01 Oct 2024 10:28
Operator : SY/MD

Sample : P4185-21DL 20X
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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