Data Path

Data File : VV037705.D

Acq On : 01 Oct 2024 16:00
Operator : SY/MD

Sample : P4203-02

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@37705.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max total
1 1.178 37 43 51 rBV 10294 17094 0.71% 0.097%
2 1.281 68 75 89 rBvV 335003 360318 14.98% 2.053%
3 1.532 146 153 165 rVB 280053 330375 13.73% 1.883%
4 2.059 308 317 333 rVB 582703 833662 34.65% 4.751%
5 3.336 712 714 716 rBV 681 394 0.02% 0.002%
6 3.461 751 753 758 rVB2 442 307 0.01% 0.002%
7 3.535 773 776 777 rBV2 553 265 0.01% 0.002%
8 3.548 778 780 782 rVV2 578 241 0.01% 0.001%
9 3.577 786 789 792 rBV3 741 541 0.02% 0.003%
10 3.683 820 822 825 rVB3 505 232 0.01% 0.001%
11 3.796 848 857 890 rBV 102714 292782 12.17% 1.668%
12 4.243 982 996 1026 rVB 388222 983274 40.87% 5.603%
13 4.645 1115 1121 1123 rBV3 726 654 0.03% 0.004%
14 4.670 1127 1129 1131 rVB2 655 258 0.01% 0.001%
15 4.728 1145 1147 1150 rVB3 729 310 0.01% 0.002%
16 4.747 1150 1153 1154 rBV2 588 307 0.01% 0.002%
17 4.780 1162 1163 1164 rBV 298 108 0.00% 0.001%
18 4.950 1199 1216 1248 rBV2 949339 2406120 100.00% 13.712%
19 5.529 1385 1396 1426 rBV 701425 1462650 60.79% 8.335%
20 5.985 1526 1538 1568 rBV 524130 1101831 45.79% 6.279%
21 6.349 1645 1651 1652 rBV4 718 696 0.03% 0.004%
22 6.487 1692 1694 1696 rBV3 436 138 0.01% 0.001%
23 6.500 1696 1698 1701 rVV 453 294 0.01% 0.002%
24 6.673 1749 1752 1755 rBV2 726 453 0.02% 0.003%
25 6.718 1763 1766 1767 rBV2 781 364 0.02% 0.002%
26 6.776 1781 1784 1785 rBV2 646 251 0.01% 0.001%
27 6.818 1794 1797 1798 rBV2 663 376 0.02% 0.002%
28 6.870 1810 1813 1814 rBV2 452 268 0.01% 0.002%
29 6.908 1814 1825 1859 rVV 269891 531873 22.11% 3.031%
30 7.239 1917 1928 1962 rBV 1061123 1897558 78.86% 10.814%
31 7.551 2016 2025 2054 rBV 180561 349231 14.51% 1.990%
32 7.956 2148 2151 2155 rVB3 1288 724 0.03% 0.004%
33 7.989 2160 2161 2163 rVB3 983 287 0.01% 0.002%
34 8.024 2163 2172 2219 rBV 313072 707667 29.41% 4.033%
35 8.693 2377 2380 2386 rBV4 1010 924 0.04% 0.005%
36 8.728 2389 2391 2393 rVB2 658 254 0.01% 0.001%
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Data Path

Data File : VV037705.D

Acq On : 01 Oct 2024 16:00
Operator : SY/MD

Sample : P4203-02

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 8.779 2396 2407 2435 rBV 1105645
38 9.294 2565 2567 2571 rVB2 945
39 9.358 2584 2587 2589 rVB3 1041
40 9.381 2589 2594 2596 rBV4 1291
41 9.451 2611 2616 2617 rBV3 555
42 9.542 2641 2644 2646 rVB2 853
43 9.554 2646 2648 2651 rBvV2 428
44 9.570 2651 2653 2657 rBV 644
45  9.622 2666 2669 2673 rVB3 830
46 9.641 2673 2675 2678 rBvV2 789
47  9.677 2682 2686 2687 rBv2 777
48 9.808 2723 2727 2730 rVB3 883
49 9.831 2730 2734 2737 rBV4 1066
50 9.927 2761 2764 2765 rBvV2 683
51 9.947 2768 2770 2778 rVB4 859
52 10.024 2787 2794 2797 rBV5 771
53 10.146 2821 2832 2858 rBV 617517
54 10.490 2937 2939 2942 rBV2 683
55 10.509 2942 2945 2948 rBV2 563
56 10.529 2948 2951 2953 rBV3 1094
57 10.590 2967 2970 2972 rBV3 157
58 10.599 2972 2973 2976 rVB 536
59 10.622 2976 2980 2981 rBV2 638
60 10.696 3001 3003 3008 rVB4 600
61 10.722 3008 3011 3013 rBv2 533
62 10.763 3023 3024 3025 rBV 396
63 10.779 3025 3029 3034 rvve 1196
64 10.934 3075 3077 3080 rvVB3 895
65 10.950 3080 3082 3086 rvB2 697
66 10.972 3086 3089 3090 rBV 618
67 11.114 3132 3133 3135 rBV 415
68 11.178 3143 3153 3187 rBV 1066700
69 11.554 3258 3270 3300 rBV 1061865
70 11.889 3370 3374 3379 rBV7 1053
71 12.053 3423 3425 3430 rVB4 1375
72 12.467 3551 3554 3555 rBV2 646
73 12.480 3555 3558 3562 rVVv4 887
74 12.535 3572 3575 3578 rBvV2 891
75 13.123 3756 3758 3759 rBV 679
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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 : VV@37705.D

Acq On : 01 Oct 2024 16:00
Operator : SY/MD

Sample : P4203-02

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
Sum of corrected areas: 17547681
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

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

: VWe37705.D

: 01 Oct 2024 16:00
: SY/MD

: P4203-02

5mL/MSVOA_V/WATER

1 Sample Multiplier: 1

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

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

TIC: VV037705.D\data.ms

4.950

5.529

2.059
5.985

4.243
1.532

3.796
117 3 33m8k A GBIRTE0 6.340480

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: VV037705.D\data.ms
7.239 8.779 11.178 11.554

10.146

8.024
6.908

0
Time-->

7.551
6 6oTHE L 9. PO SR 02 mmm1L Lll.8$9.05
T T \ = \
7.00

T T T T T
7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance

1000000

Time-->

T T
11.50 12.00
TIC: VV037705.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100124\
Data File : VV@37705.D

Acqg On : 01 Oct 2024 16:00
Operator : SY/MD

Sample : P4203-02

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@37705.D

Acq On : 01 Oct 2024 16:00
Operator : SY/MD

Sample : P4203-02

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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