LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121823\
Data File : VV@33458.D

Acqg On : 18 Dec 2023 15:29

Operator : SY/MD

Sample : 05807-05 50X

Misc : 3.19g/5.emL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 15 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\SFAMVLM121523WMA.M
Title : VOC Analysis

Signal : TIC: VV@33458.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 85552 88117 11.85% 1.450%
2 1.529 146 152 163 rVB 83135 97207 13.08% 1.600%
3 2.060 308 317 330 rBV 165950 244459 32.88% 4.023%
4 2.507 452 456 457 rBV4 2691 1648 0.22% 0.027%
5 2.674 504 508 511 rBV6 1363 1069 0.14% 0.018%
6 2.818 550 553 558 rBV6 900 1097 0.15% ©0.018%
7 2.860 561 566 569 rBv6 973 725 0.10% 0.012%
8 3.015 611 614 616 rBv4 1250 808 0.11% 0.013%
9 3.053 622 626 628 rBv4 1201 921 0.12% 0.015%
106 3.301 699 703 705 rBV3 1159 952 0.13% 0.016%
11 3.349 712 718 719 rBv4 978 903 0.12% 0.015%
12 3.436 742 745 748 rVB5 1215 883 0.12% 0.015%
13 3.461 748 753 754 rBV5S 1136 848 0.11% 0.014%
14 3.574 785 788 791 rBV3 702 493 0.07% 0.008%
15 3.661 813 815 817 rBV3 838 599 0.08% 0.010%
16 3.680 817 821 825 rVB6 2487 1933 0.26% 0.032%
17 3.703 825 828 829 rBV2 1071 597 ©0.08% 0.010%
18 3.783 845 853 880 rBV 57859 159151 21.41% 2.619%
19 4.150 964 967 970 rVB3 1192 844 0.11% 0.014%
20 4.172 970 974 975 rBv3 1259 1000 0.13% 0.016%
21  4.249 981 998 1023 rBV2 129675 337703 45.43%  5.558%
22 4.600 1104 1107 1113 rBvV7 1524 1165 0.16% 0.019%
23 4.664 1124 1127 1129 rBv4 1227 783 0.11% 0.013%
24  4.696 1133 1137 1140 rBV5S 1398 930 0.13% 0.015%
25 4.732 1145 1148 1150 rVB3 939 557 0.97% 0.009%
26 4.757 1152 1156 1158 rBv4 1336 1067 0.14% 0.018%
27 4.857 1185 1187 1191 rBV5S 933 631 ©0.08% 0.010%
28 4.957 1201 1218 1242 rBV3 276507 743376 100.00% 12.235%
29 5.535 1386 1398 1422 rBV 252400 533080 71.71% 8.774%
30 5.989 1527 1539 1559 rBV 168920 351450 47.28% 5.784%
31 6.307 1635 1638 1641 rBV5 1524 1251 0.17% 0.021%
32 6.349 1649 1651 1656 rVB6 1009 655 0.09% 0.011%
33  6.616 1731 1734 1735 rBV3 914 598 0.08% 0.010%
34 6.809 1792 1794 1795 rBV3 1008 523 0.07% 0.009%
35 6.915 1817 1827 1844 rBV 82126 150401 20.23% 2.475%
36 7.182 1906 1910 1913 rBV5 1075 805 0.11% 0.013%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121823\
Data File : VV@33458.D

Acqg On : 18 Dec 2023 15:29

Operator : SY/MD

Sample : 05807-05 50X

Misc : 3.19g/5.emL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 15 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\SFAMVLM121523WMA.M
Title : VOC Analysis
37 7.243 1919 1929 1949 rBV 285915 513772 69.11% 8.456%
38 7.555 2018 2026 2043 rBV 59367 104981 14.12% 1.728%
39 8.024 2163 2172 2204 rBV 183347 374951 50.44% 6.171%
40  8.474 2308 2312 2315 rBV6 938 955 ©0.13% 0.016%
41  8.587 2340 2347 2352 rBV9 1472 2077 ©0.28% 0.034%
42 8.680 2373 2376 2379 rBV3 1288 863 0.12% 0.014%
43 8.786 2398 2409 2429 rBV 429643 714128 96.07% 11.753%
44  9.053 2488 2492 2497 rBvV8 1725 1433 0.19% 0.024%
45  9.153 2519 2523 2525 rBv4 1637 1153 0.16% 0.019%
46 9.223 2542 2545 2547 rBvV3 937 499 0.07% 0.008%
47  9.387 2594 2596 2599 rVVv4 998 541 0.07% 0.009%
48 9.667 2681 2683 2685 rBvV3 731 442 0.06% 0.007%
49 9.786 2719 2720 2723 rVB4 1465 478 0.06% 0.008%
50 9.818 2726 2730 2732 rBv4 1409 1013 0.14% 0.017%
51 9.918 2759 2761 2764 rBvV3 775 450 0.06% 0.007%
52 9.934 2764 2766 2768 rBV3 1313 521 0.07% 0.009%
53 10.088 2812 2814 2816 rBV2 1149 519 0.07% 0.009%
54 10.153 2823 2834 2852 rBV 269380 428716 57.67% 7.056%
55 10.368 2900 2901 2904 rBV3 868 495 0.07% 0.008%
56 10.532 2948 2952 2956 rBV7 1272 1004 0.14% 0.017%
57 10.831 3043 3045 3047 rvB3 1128 485 0.07% 0.008%
58 10.847 3047 3050 3052 rBvV3 1930 919 0.12% 0.015%
59 10.902 3064 3067 3070 rBv4 1392 952 0.13% 0.016%
60 10.985 3091 3093 3097 rVB4 1251 544 0.07% 0.009%
61 11.050 3107 3113 3116 rBV6 1423 1616 ©0.22% 0.027%
62 11.188 3145 3156 3174 rBV 378384 606618 81.60% 9.984%
63 11.439 3232 3234 3237 rVB3 1545 813 0.11% 0.013%
64 11.461 3239 3241 3244 rVV3 1361 661 ©0.09% 0.011%
65 11.561 3261 3272 3291 rBV 347836 553721 74.49% 9.113%
66 11.779 3339 3340 3342 rBV2 1205 469 0.06% 0.008%
67 11.876 3368 3370 3373 rVB3 1521 839 0.11% 0.014%
68 11.895 3373 3376 3378 rBV3 1397 886 ©0.12% 0.015%
69 11.915 3378 3382 3388 rVB7 1710 1671 0.22% 0.028%
70 12.037 3419 3420 3423 rVB3 1391 545 0.07% 0.009%
71 12.056 3423 3426 3428 rBV4 1452 921 0.12% 0.015%
72 12.140 3450 3452 3456 rBV3 980 538 0.07% 0.009%
73 12.191 3465 3468 3471 rBV3 1363 898 0.12% 0.015%
74 12.259 3487 3489 3494 rBV6 2340 1681 ©0.23% 0.028%
75 12.345 3513 3516 3519 rBV4 718 458 0.06% ©0.008%
76 12.455 3548 3550 3552 rVB2 1977 776 0.10% 0.013%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121823\
Data File : VV@33458.D

Acqg On : 18 Dec 2023 15:29

Operator : SY/MD

Sample : 05807-05 50X

Misc : 3.19g/5.emL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 15 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\SFAMVLM121523WMA.M
Title : VOC Analysis
77 12.789 3653 3654 3658 rVB5 1425 698 0.09% 0.011%
78 12.808 3658 3660 3662 rBV2 1399 663 0.09% 0.011%
79 12.821 3662 3664 3668 rBV5 805 629 0.08% 0.010%
80 12.860 3674 3676 3678 rBV2 1057 566 ©0.08% 0.009%
81 13.117 3752 3756 3759 rBV5S 1201 806 0.11% 0.013%
82 13.146 3762 3765 3767 rBV3 1404 828 0.11% 0.014%
83 13.194 3777 3780 3783 rBV5 1491 1208 0.16% 0.020%
84 13.329 3820 3822 3825 rBV5S 1280 913 0.12% 0.015%
85 13.345 3825 3827 3831 rVV5 1377 1037 0.14% 0.017%
86 13.403 3839 3845 3848 rVV6 1269 1522 0.20% ©.025%
87 13.558 3891 3893 3898 rVB5 966 573 0.08% 0.009%
88 13.696 3933 3936 3939 rBV4 1622 1152 0.15% 0.019%
89 13.773 3958 3960 3961 rBV 1376 549 0.07% 0.009%
90 13.815 3970 3973 3975 rBV4 955 618 ©0.08% 0.010%
91 13.847 3980 3983 3987 rBV5 1035 997 0.12% 0.015%
92 13.943 4007 4013 4016 rBV7 1563 1356 0.18% 0.022%
93 13.969 4016 4021 4023 rVVe6 1325 1345 0.18% 0.022%
94 14.001 4027 4031 4037 rVV8 2230 2021 0.27% 0.033%
95 14.246 4105 4107 4109 rBV3 825 442 0.06% 0.007%
96 14.413 4156 4159 4161 rBV4 1330 640 0.09% 0.011%
97 14.783 4270 4274 4275 rBV4 1089 854 0.11% 0.014%
98 14.885 4300 4306 4309 rBV5 1449 1307 0.18% 0.022%
99 14.979 4333 4335 4336 rBV2 1171 508 0.07% 0.008%
100 15.300 4433 4435 4438 rBvV4 989 533 0.097% 0.009%
Sum of corrected areas: 6075906
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121823\

: VV033458.D

: 18 Dec 2023 15:29

: SY/MD

: 05807-05 50X

: 3.19g/5.0mL/100ulL/5.emL/MSVOA_V/MEOH
. 15

Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM121523WMA.M

: VOC Analysis

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

Abundance

400000

350000

300000

250000

200000

150000

100000

50000

0

TIC: VV033458.D\data.ms

4.957
5.535

2.060 5.989
4.249

1.278 1.529
3 783

2.50Z.6720826830053 33 4 GBS 7 663849

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

400000

350000

300000

250000

200000

150000

100000

50000

TIC: VV033458.D\data.ms

8.786

11.188
11.561

10.153

7.243
8.024

7.555
8. 48%64) 9.0F9599.387_9.CEMBEBING. 055 10.366.532 Jmmmmg i

6.915

Time-->

0+

e = e =
8. 50 9 00 9. 50 10 OO 10 50 11. OO 11. 50 12.00

Abundance

400000

350000

300000

250000

200000

150000

100000

50000

0

TIC: VV033458.D\data.ms

Z.WESS Mmommmmammm 246.413 14.174388979 15 300

Time-->

‘ T T T T ‘ ‘ ‘ T ‘ T T T ‘ T T T T ‘ T T T T ‘
12 50 13 00 13 50 14.00 14.50 15.00 15 50 16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121823\
Data File : VV@33458.D

Acqg On : 18 Dec 2023 15:29

Operator : SY/MD

Sample : 05807-05 50X

Misc : 3.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM121523WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

No Library Search Compounds Detected
sk 3k 3k 5k 3k 5k 3k 5k 3k ok 3k 3k 5k 3k 5k 3k 5k 3k sk 3k >k 3k %k 5k 3k >k 3k 5k 3k >k 3k sk 5k 3k >k 3k >k 3k 5k 3k 5k 3k >k 5k >k >k 3k 5k 3k 5k 3k >k 3k >k 5k %k >k %k >k 3k >k 3k %k 5k %k >k %k >k k



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv121823\
Data File : VV@33458.D

Acqg On : 18 Dec 2023 15:29

Operator : SY/MD

Sample : 05807-05 50X

Misc : 3.19g/5.0mL/100ulL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM121523WMA.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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