Data Path

Data File : VV037569.D

Acq On : 26 Sep 2024 23:44
Operator : SY/MD

Sample : P4184-15

Misc : 5mL/MSVOA_V/WATER

ALS vial : 1
Integration Parameters:
Integrator: RTE
Smoothing : OFF
Sampling : 1

Start Thrs: 0.2

LSCINT.

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092624\

Sample Multiplier: 1

P

Filtering: 5
Min Area:
Max Peaks:
Peak Location:

100
TOP

@ % of largest Peak

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@37569.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.172 34 41 52 rBV 31655 49284 0.15% 0.063%
2 1.282 67 75 93 rBV2 707595 794252 2.41% 1.016%
3 1.532 145 153 172 rVB 300474 378745 1.15% 0.485%
4 1.671 190 196 203 rVB 18357 21423 0.07% 0.027%
5 2.060 306 317 340 rBV3 757624 1219008 3.70% 1.559%
6 2.690 503 513 528 rBV 118606 204574 0.62% 0.262%
7 3.105 625 642 678 rVB 7115859 14537902 44.11% 18.599%
8 3.455 749 751 756 rVB3 825 649 0.00% 0.001%
9 3.577 788 789 795 rVB3 1021 669 0.00% 0.001%
10 3.632 804 806 809 rVB4 1062 681 0.00% 0.001%
11 3.658 809 814 818 rBV6 1313 1368 0.00% 0.002%
12 3.706 825 829 832 rBV3 803 671 0.00% 0.001%
13 3.728 832 836 839 rBV2 1050 925 0.00% 0.001%
14 3.802 842 859 910 rBV 14156477 32955826 100.00% 42.161%
15 4.243 981 996 1022 rVB 401375 1014165 3.08% 1.297%
16 4.503 1056 1077 1110 rBV 4058698 10252521 31.11% 13.116%
17 4.883 1192 1195 1198 rVB3 1393 1023 0.00% 0.001%
18 4.947 1199 1215 1241 rBV2 1000622 2547704 7.73% 3.259%
19 5.281 1315 1319 1321 rBV5 955 826 0.00% 0.001%
20 5.455 1370 1373 1378 rBV5 851 809 0.00% 0.001%
21 5.529 1382 1396 1419 rBV 732979 1501286 4.56% 1.921%
22 5.834 1479 1491 1508 rBV6 41593 97672 0.30% 0.125%
23 5.982 1524 1537 1575 rBV 552382 1144720 3.47% 1.464%
24 6.375 1657 1659 1665 rVB5 1001 757 0.00% 0.001%
25 6.516 1700 1703 1705 rBV3 967 653 0.00% 0.001%
26 6.577 1719 1722 1727 rVB5 888 620 0.00% 0.001%
27 6.638 1737 1741 1745 rBV4 855 839 0.00% 0.001%
28 6.908 1814 1825 1848 rBV 291941 551799 1.67% 0.706%
29 7.178 1901 1909 1915 rBV9 3342 5847 0.02% 0.007%
30 7.236 1916 1927 1944 rVV 1172968 2034538 6.17% 2.603%
31 7.317 1944 1952 1985 rVB 139019 288407 0.88% 0.369%
32 7.548 2011 2024 2056 rBv2 213598 409974 1.24% 0.524%
33 7.783 2087 2097 2111 rVB6 9661 20145 0.06% 0.026%
34 7.902 2123 2134 2153 rVV2 94759 166914 0.51% 0.214%
35 8.024 2163 2172 2211 rBV2 333690 724496 2.20% 0.927%
36 8.432 2295 2299 2303 rBV5 882 903 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092624\
Data File : VV037569.D

Acq On : 26 Sep 2024 23:44
Operator : SY/MD

Sample : P4184-15

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
37 8.452 2303 2305 2314 rVB5 1290 1368 0.00% ©0.002%
38 8.519 2323 2326 2329 rBV5 847 737 0.00% 0.001%
39 8.780 2394 2407 2435 rBV 1127282 1873216 5.68% 2.396%
40 8.953 2452 2461 2473 rBV 20936 36652 0.11% 0.047%
41 9.072 2485 2498 2516 rBvV2 46233 88994 0.27% 0.114%
42 9.165 2524 2527 2533 rVB7 1435 1171 0.00% 0.001%
43  9.210 2538 2541 2546 rVB5 753 653 0.00% 0.001%
44 9.284 2560 2564 2568 rVB4 897 691 0.00% 0.001%
45 9.477 2613 2624 2648 rBvV2 54796 100639 0.31% 0.129%
46 9.628 2667 2671 2674 rVW7 827 669 0.00% 0.001%
47  9.780 2714 2718 2722 rVB4 1151 833 0.00% 0.001%
48 9.812 2722 2728 2731 rBV5 992 1033 0.00% ©.001%
49 9.866 2736 2745 2750 rBV5 3482 4705 0.01% ©0.006%
50 9.976 2773 2779 2781 rBV3 827 740 0.00% ©0.001%
51 10.014 2788 2791 2792 rBV2 1711 934 0.00% 0.001%
52 10.046 2799 2801 2805 rVB5 1487 933 0.00% 0.001%
53 10.095 2812 2816 2820 rBV4 857 709 0.00% 0.001%
54 10.146 2820 2832 2863 rBV 667119 1054110 3.20% 1.349%
55 10.294 2872 2878 2890 rVB5 6474 12039 0.04% 0.015%
56 10.384 2897 2906 2914 rBV2 20959 39947 0.12% ©.051%
57 10.474 2927 2934 2946 rVB4 14033 23374 0.07% ©0.030%
58 10.628 2978 2982 2983 rBV2 1218 806 0.00% 0.001%
59 10.673 2989 2996 3011 rVB3 15475 26733 0.08% 0.034%
60 10.783 3028 3030 3034 rvv4 1518 907 0.00% 0.001%
61 10.850 3040 3051 3070 rVvV 47548 80314 0.24% 0.103%
62 11.098 3124 3128 3130 rBv2 1050 896 0.00% 0.001%
63 11.133 3131 3139 3143 rVVvé 4396 6057 0.02% 0.008%
64 11.178 3143 3153 3174 rVV 1152324 1832315 5.56% 2.344%
65 11.271 3177 3182 3193 rVB 30888 49113 0.15% 0.063%
66 11.464 3233 3242 3253 rBV6 25243 43647 0.13% 0.056%
67 11.554 3259 3270 3295 rBV 1161246 1845174 5.60% 2.361%
68 11.757 3331 3333 3337 rBV5 1626 1337 0.00% 0.002%
69 11.857 3354 3364 3380 rvv4 19132 42988 0.13% 0.055%
70 11.953 3388 3394 3400 rBV9 3676 5049 0.02% ©0.006%
71 12.030 3413 3418 3419 rBvV3 1329 886 0.00% 0.001%
72 12.156 3454 3457 3460 rVB3 934 646 0.00% 0.001%
73 12.194 3466 3469 3473 rVB3 1038 660 0.00% 0.001%
74 12.249 3482 3486 3487 rBvV3 1318 898 0.00% 0.001%
75 12.323 3506 3509 3513 rBV5 982 791 0.00% 0.001%
76 12.345 3514 3516 3519 rBv4 863 670 0.00% ©0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092624\
Data File : VV037569.D

Acq On : 26 Sep 2024 23:44
Operator : SY/MD

Sample : P4184-15

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 12.406 3527 3535 3545 rVB9 3511 5336 0.02% 0.007%
78 12.493 3559 3562 3566 rVB4 928 743 0.00% 0.001%
79 12.525 3566 3572 3577 rBV5 1449 1721 0.01% 0.002%
80 12.590 3589 3592 3598 rBV4 1597 1327 0.00% 0.002%
81 12.667 3613 3616 3621 rVB2 1566 917 0.00% 0.001%
82 12.792 3650 3655 3657 rBV4 966 839 0.00% 0.001%
83 12.821 3657 3664 3673 rVB8 3330 4827 0.01% 0.006%
84 12.889 3678 3685 3687 rBV5 1313 1051 0.00% 0.001%
85 13.066 3736 3740 3742 rBV4 1323 774 0.00% ©.001%
86 13.082 3742 3745 3748 rBV5 943 820 0.00% ©.001%
87 13.204 3777 3783 3793 rBV8 3521 5499 0.02% 0.007%
88 13.326 3819 3821 3827 rVB5 1121 766 0.00% ©.001%
89 13.448 3851 3859 3868 rBV2 6639 12527 0.04% 0.016%
90 13.603 3905 3907 3910 rBV2 872 676 ©0.00% ©.001%
91 13.683 3922 3932 3935 rBVS8 3507 4393 0.01% 0.006%
92 13.950 4010 4015 4021 rVB7 842 905 0.00% 0.001%
93 13.982 4021 4025 4028 rVB3 1096 827 0.00% 0.001%
94 14.098 4059 4061 4065 rVB4 1263 924 0.00% ©0.001%
95 14.165 4079 4082 4085 rBV3 722 672 0.00% 0.001%
96 14.326 4129 4132 4136 rBvV3 1004 861 0.00% 0.001%
97 14.612 4219 4221 4226 rVB4 1925 1378 0.00% 0.002%
98 14.638 4226 4229 4230 rBV2 1504 841 0.00% 0.001%
99 15.127 4378 4381 4385 rBV5 1042 941 0.00% 0.001%
100 15.522 4502 4504 4507 rBV5 1156 785 0.00% 0.001%
Sum of corrected areas: 78166979
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

LSC Report - Integrated Chromatogram

¢ Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092624\
: VWe37569.D

: 26 Sep 2024 23:44

: SY/MD

: P4184-15

: 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
1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: VV037569.D\data.ms
3.802

3.105

4.503

1.282 2.060 4.947 5.529 5.082
1172 159%%671 A 2.690 3.48 4.243 4888 5285455 5834 6.376F

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
1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: VV037569.D\data.ms

7.236 . . 11.554
8.780 10.146 11.178

Time-->

7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

630 0908 7173177546 77398920 sy || 6.000mRas 479 o mARSIRRTO T OAPATI SORY GEOLLIONG2 I 464 11 TEREIOSTD

Abundance
1.4e+07

1.2e+07

TIC: VV037569.D\data.ms

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092624\
Data File : VV@37569.D

Acqg On : 26 Sep 2024 23:44
Operator : SY/MD

Sample : P4184-15

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\VV092624\
Data File : VV@37569.D

Acq On : 26 Sep 2024 23:44
Operator : SY/MD

Sample : P4184-15

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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