Data Path

Data File : VV037771.D

Acq On : 08 Oct 2024 16:14
Operator : SY/MD

Sample : P4329-14

Misc

ALS Vial : 1

: 5mL/MSVOA_V/WATER
Sample Multiplier: 1

LSC Area Percent Report

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

@ % 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@37771.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max total
1 1.278 68 74 88 rvB 323419 340193 14.59% 2.096%
2 1.532 146 153 169 rVB 270438 318159 13.65% 1.961%
3 2.060 307 317 330 rBV 560760 810340 34.76%  4.994%
4 3.333 710 713 717 rBV4 620 371 0.02% 0.002%
5 3.539 776 777 778 rBV4 432 142 0.01% 0.001%
6 3.671 814 818 821 rBV3 664 383 0.02% 0.002%
7 3.728 834 836 837 rBV2 233 79 0.00% 0.000%
8 3.741 838 840 844 rBV3 535 382 0.02% 0.002%
9 3.770 846 849 850 rBV 663 389 0.02% 0.002%
10 3.799 850 858 892 rBV 95630 271936 11.66% 1.676%
11 4.243 978 996 1023 rBV 383880 970327 41.62% 5.980%
12 4.494 1071 1074 1081 rVB4 961 1033 0.04% 0.006%
13 4.545 1081 1090 1092 rBV4 961 1372 0.06% 0.008%
14 4.564 1092 1096 1100 rBV5 829 752 0.03% 0.005%
15 4.616 1109 1112 1113 rBV2 359 235 0.01% 0.001%
16 4.651 1120 1123 1126 rBV3 496 356 0.02% 0.002%
17 4.683 1130 1133 1134 rBV 767 423 0.02% 0.003%
18 4.738 1145 1150 1151 rBV 663 596 0.03% 0.004%
19 4.767 1157 1159 1161 rBV 339 160 0.01% 0.001%
20 4.793 1165 1167 1169 rBV2 468 248 0.01% 0.002%
21 4.825 1174 1177 1181 rVB2 413 281 0.01% 0.002%
22 4.863 1185 1189 1190 rBv4 661 405 0.02% 0.002%
23 4.950 1201 1216 1248 rBV2 936875 2331223 100.00% 14.366%
24 5.397 1353 1355 1357 rBV2 477 220 0.01% 0.001%
25 5.529 1385 1396 1425 rBV 569088 1188655 50.99% 7.325%
26 5.931 1519 1521 1522 rBV2 583 145 0.01% 0.001%
27 5.982 1525 1537 1569 rVV 513439 1068459 45.83% 6.584%
28 6.397 1662 1666 1667 rBV2 732 468 0.02% 0.003%
29 6.420 1671 1673 1677 rBV3 787 489 0.02% 0.003%
30 6.439 1677 1679 1682 rBV3 533 351 0.02% 0.002%
31 6.478 1688 1691 1692 rBV 409 226 0.01% 0.001%
32 6.574 1718 1721 1724 rVB3 539 267 0.01% 0.002%
33 6.609 1729 1732 1733 rBV2 547 260 0.01% 0.002%
34 6.642 1741 1742 1744 rBV2 352 161 0.01% 0.001%
35 6.654 1744 1746 1752 rVB3 472 424 0.02% 0.003%
36 6.680 1752 1754 1755 rBvV2 590 230 0.01% 0.001%
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Data Path

Data File : VV037771.D

Acq On : 08 Oct 2024 16:14
Operator : SY/MD

Sample : P4329-14

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 6.744 1772 1774 1777 rBV4 844
38 6.822 1795 1798 1800 rBv2 445
39 6.867 1809 1812 1815 rBV4 646
40 6.908 1815 1825 1853 rBV 253845
41 7.162 1899 1904 1907 rBV3 937
42 7.236 1916 1927 1954 rBV 1049201
43  7.551 2015 2025 2053 rBV 169735
44 7.957 2149 2151 2156 rVB3 1026
45 7.979 2156 2158 2159 rBvV2 514
46 8.027 2164 2173 2221 rBV2 276409
47  8.625 2357 2359 2363 rBV3 714
48 8.715 2385 2387 2389 rBV3 601
49  8.780 2396 2407 2440 rBV 943333
50 9.178 2528 2531 2533 rBV4 857
51 9.384 2594 2595 2596 rBV 517
52 9.410 2601 2603 2606 rBV3 574
53 9.468 2619 2621 2625 rVB2 864
54 9.506 2629 2633 2637 rBV4 661
55 9.561 2648 2650 2655 rBV2 424
56 9.641 2672 2675 2676 rBV 249
57 9.651 2676 2678 2681 rVB2 479
58 9.773 2712 2716 2719 rBV3 739
59 9.789 2719 2721 2725 rVB3 590
60 9.870 2743 2746 2747 rBV2 894
61 9.963 2774 2775 2776 rBV 198
62 10.082 2810 2812 2814 rBv2 626
63 10.146 2821 2832 2854 rBV 585358
64 10.362 2897 2899 2901 rBv2 459
65 10.448 2921 2926 2928 rBV4 806
66 10.493 2938 2940 2944 rVB3 685
67 10.702 3000 3005 3008 rBV3 830
68 10.751 3018 3020 3022 rBV3 384
69 10.847 3047 3050 3053 rvVvB2 456
70 10.876 3053 3059 3063 rBV5 733
71 10.892 3063 3064 3065 rBV 315
72 10.973 3087 3089 3091 rVB2 512
73 10.985 3091 3093 3094 rBV 524
74 10.995 3094 3096 3099 rVB3 485
75 11.053 3112 3114 3115 rBvV3 260
76 11.085 3121 3124 3129 rBV3 623
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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\VV100824\
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100824\
Data File : VV@37771.D

Acq On : 08 Oct 2024 16:14
Operator : SY/MD

Sample : P4329-14

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 11.130 3135 3138 3141 rVB5 1063 637 0.03% 0.004%

78 11.178 3142 3153 3182 rBVY 887307 1435796 61.59%  8.848%
79 11.555 3258 3270 3301 rBV 1011709 1648792 70.73% 10.161%

80 11.956 3389 3395 3396 rBvV3 922 840 0.04% 0.005%
81 12.024 3414 3416 3420 rBV3 713 350 0.02% 0.002%
82 12.046 3421 3423 3426 rVB3 872 411 0.02% 0.003%
83 12.127 3443 3448 3451 rVB2 819 629 0.03% 0.004%
84 12.281 3494 3496 3499 rBvV2 841 585 0.03% 0.004%
85 12.448 3547 3548 3552 rBvV2 512 370 0.02% 0.002%
86 12.667 3612 3616 3618 rBVS5 716 493 0.02% 0.003%
87 12.882 3678 3683 3684 rBvV2 885 717 0.03% 0.004%
88 12.953 3704 3705 3707 rBv2 633 341 0.01% 0.002%
89 13.207 3778 3784 3787 rBvV3 837 986 0.04% 0.006%
90 13.239 3792 3794 3797 rVB2 677 322 0.01% 0.002%
91 13.384 3836 3839 3844 rBv4 1354 1298 0.06% 0.008%
Sum of corrected areas: 16227245
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100824\
Data File : VV@37771.D

Acqg On : 08 Oct 2024 16:14
Operator : SY/MD

Sample : P4329-14

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: VV037771.D\data.ms

1000000 4.950

800000

600000 2.060 5.529

5.982
400000 4.243
1.278
1.532
200000
3 799
3.3333. 5 5.9

TS SRETERMNR: Rk s iy SN L SN XL N2 S S
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 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40

Abundance TIC: VV037771.D\data.ms
1000000 7.236

11.555
8.780
11.178

800000

600000 10.146

400000
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200000 7.551
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Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12100

Abundance TIC: VV037771.D\data.ms
1000000

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100824\
Data File : VV@37771.D

Acqg On : 08 Oct 2024 16:14
Operator : SY/MD

Sample : P4329-14

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@37771.D

Acq On : 08 Oct 2024 16:14
Operator : SY/MD

Sample : P4329-14

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|

SFAMVLMO92624WMA .M Wed Oct 09 13:32:22 2024 5



