Data Path

Data File : VV037694.D

Acq On : 01 Oct 2024 11:54
Operator : SY/MD

Sample : P4228-03

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: VVO37694.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 11925 18454 0.72% 0.101%
2 1.282 68 75 93 rVB 359994 392368 15.20% 2.139%
3 1.532 146 153 169 rVB 297359 353981 13.72% 1.930%
4 2.060 307 317 336 rBV 644460 929322 36.01% 5.066%
5 3.539 776 777 780 rVB 517 216 0.01% 0.001%
6 3.555 780 782 784 rBV 649 285 0.01% 0.002%
7 3.642 806 809 811 rBV 587 346 0.01% 0.002%
8 3.670 816 818 823 rVV5 418 347 0.01% 0.002%
9 3.754 840 844 845 rBV2 631 322 0.01% 0.002%
10 3.796 849 857 886 rBV 104756 292409 11.33% 1.594%
11 4.092 947 949 952 rBV4 696 426 0.02% 0.002%
12 4.246 979 997 1030 rBV 413069 1058592 41.02% 5.771%
13 4.558 1091 1094 1095 rBV2 494 263 0.01% 0.001%
14 4.596 1101 1106 1109 rVB4 844 783 0.03% 0.004%
15 4.613 1109 1111 1112 rBV2 481 164 0.01% 0.001%
16 4.674 1128 1130 1131 rBV2 448 218 0.01% 0.001%
17 4.699 1136 1138 1143 rVB3 782 460 0.02% 0.003%
18 4.732 1143 1148 1150 rBV3 830 674 0.03% 0.004%
19 4.780 1158 1163 1164 rBV3 733 588 0.02% 0.003%
20 4.883 1193 1195 1198 rBV2 316 195 0.01% 0.001%
21 4.950 1200 1216 1250 rBV2 1015739 2580849 100.00% 14.069%
22 5.490 1382 1384 1385 rBV 865 413 0.02% 0.002%
23 5.529 1385 1396 1428 rVV 704553 1454398 56.35% 7.928%
24 5.985 1524 1538 1564 rBV 567763 1169442 45.31% 6.375%
25 6.236 1614 1616 1619 rBV4 751 491 0.02% 0.003%
26 6.423 1672 1674 1678 rVB4 501 268 0.01% 0.001%
27 6.558 1714 1716 1717 rBV 361 176 0.01% 0.001%
28 6.638 1738 1741 1742 rBV3 572 309 0.01% 0.002%
29 6.651 1742 1745 1749 rVB4 942 742 0.03% 0.004%
30 6.674 1749 1752 1757 rVB2 698 543 0.02% 0.003%
31 6.696 1757 1759 1761 rBV3 346 174 0.01% 0.001%
32 6.728 1765 1769 1771 rBV4 545 424 0.02% 0.002%
33 6.770 1778 1782 1786 rBV4 652 645 0.02% 0.004%
34 6.821 1794 1798 1799 rVB 441 276 0.01% 0.002%
35 6.838 1799 1803 1806 rVB4 538 345 0.01% 0.002%
36 6.854 1806 1808 1813 rBv2 406 316 0.01% 0.002%
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Data Path

Data File : VV037694.D

Acq On : 01 Oct 2024 11:54
Operator : SY/MD

Sample : P4228-03

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 6.908 1815 1825 1855 rBV 295164
38 7.236 1917 1927 1962 rBV 1173984
39 7.551 2016 2025 2047 rBV 194841
40 8.024 2164 2172 2221 rBV2 319004
41 8.622 2355 2358 2361 rVB4 992
42  8.638 2361 2363 2365 rBV 847
43 8.741 2391 2395 2396 rBV3 889
44 8.780 2396 2407 2445 rVV 1085999
45 9.143 2518 2520 2523 rVB4 1228
46 9.159 2523 2525 2527 rBV3 891
47  9.204 2537 2539 2542 rBV4 1067
48 9.371 2587 2591 2593 rBV3 792
49  9.439 2609 2612 2616 rVB3 380
50 9.461 2616 2619 2622 rBV4 481
51 9.481 2622 2625 2627 rBV3 1016
52 9.548 2642 2646 2649 rBV2 562
53 9.619 2666 2668 2671 rBV3 489
54 9.654 2678 2679 2680 rBV3 565
55 9.690 2688 2690 2693 rBvV 515
56 9.747 2705 2708 2709 rBV2 679
57 9.776 2715 2717 2719 rBV 865
58 9.825 2729 2732 2733 rBV2 670
59 9.850 2738 2740 2743 rBV4 509
60 9.873 2743 2747 2749 rBV5 715
61 9.902 2754 2756 2758 rBvV2 488
62 9.976 2775 2779 2780 rBV 582
63 9.998 2784 2786 2787 rBV 313
64 10.008 2787 2789 2792 rVB2 660
65 10.024 2792 2794 2798 rBV4 531
66 10.062 2804 2806 2809 rvVB2 767
67 10.088 2809 2814 2818 rBV4 718
68 10.146 2820 2832 2855 rBV 630799
69 10.345 2890 2894 2895 rBV 592
70 10.374 2900 2903 2905 rvv2 1275
71 10.387 2905 2907 2909 rVB2 938
72 10.432 2919 2921 2923 rBV 812
73 10.471 2931 2933 2935 rBV3 1074
74 10.532 2948 2952 2954 rVB2 617
75 10.548 2955 2957 2959 rBV 657
76 10.657 2988 2991 2993 rBV2 735
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Filtering:
Min Area:
Max Peaks:
Peak Location:

567859
2080666
358545
703812

586
570
628
1825107
521

435
734
531
328
281

785
470
303
212
286

316
345
340
353
511

268
284
166
367
331

363
771
1003614
345
666
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363
667
406
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476

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 : VV037694.D

Acq On : 01 Oct 2024 11:54
Operator : SY/MD

Sample : P4228-03

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 10.696 3001 3003 3004 rBV 400 156 0.01% 0.001%
78 10.783 3026 3030 3040 rVB7 1614 2442 0.09% 0.013%
79 10.834 3040 3046 3048 rBV3 985 695 0.03% 0.004%
80 10.902 3065 3067 3070 rVB3 1182 568 0.02% 0.003%
81 10.921 3070 3073 3079 rBV4 639 839 0.03% 0.005%
82 10.956 3082 3084 3086 rBV3 315 175 0.01% 0.001%
83 10.989 3090 3094 3095 rBV 413 294 0.01% 0.002%
84 10.998 3095 3097 3099 rVB2 654 281 0.01% 0.002%
85 11.095 3125 3127 3133 rBV5 601 592 0.02% 0.003%
86 11.127 3133 3137 3138 rBV2 1425 881 0.03% 0.005%
87 11.178 3142 3153 3178 rBV 1053929 1683563 65.23% 9.177%
88 11.551 3258 3269 3297 rBV 1138778 1830720 70.93% 9.980%
89 12.085 3431 3435 3443 rVB7 956 1173 0.05% 0.006%
90 12.300 3497 3502 3504 rBV3 718 755 0.03% 0.004%
91 12.365 3519 3522 3524 rBV2 886 557 0.02% 0.003%
92 12.525 3570 3572 3575 rBv4 775 473 0.02% 0.003%
93 12.599 3590 3595 3602 rVB5 1608 2235 0.09% 0.012%
94 12.628 3602 3604 3612 rBV3 761 855 0.03% 0.005%
95 12.831 3665 3667 3668 rBV 446 167 0.01% 0.001%
96 12.889 3682 3685 3687 rBV3 873 469 0.02% 0.003%
97 13.078 3741 3744 3746 rBV 754 448 0.02% 0.002%
98 13.432 3852 3854 3857 rBV 422 305 0.01% 0.002%
99 13.455 3857 3861 3862 rBV4 1558 1078 0.04% 0.006%
100 13.738 3946 3949 3950 rBV 607 342 0.01% 0.002%
Sum of corrected areas: 18344691
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library
TIC Integrat

01

LSC Report - Integrated Chromatogram

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

: VWe37694.D

: 01 Oct 2024 11:54
: SY/MD

: P4228-03

5mL/MSVOA_V/WATER
Sample Multiplier: 1

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

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Abundance
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TIC: VV037694.D\data.ms
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117 4.09 AA5BEEERRG 83 6.236.4535

0
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

1000000

800000

600000

400000

200000

TIC: VV037694.D\data.ms

8.780 11.

7.236 551

11.178

10.146

6.908 8.024

7.551

Q94809 FAH 12.0

0%
Time-->

—
12.00

T ‘ 1 —
9.00 9.50 11.50

Abundance

1000000

TIC: VV037694.D\data.ms

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100124\
Data File : VV@37694.D

Acqg On : 01 Oct 2024 11:54
Operator : SY/MD

Sample : P4228-03

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@37694.D

Acq On : 01 Oct 2024 11:54
Operator : SY/MD

Sample : P4228-03

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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