LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82823\
Data File : VV@31953.D

Acqg On : 28 Aug 2023 20:19

Operator : SY/MD

Sample : 04175-06MERE

Misc : 4.86g/5.0mL/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\SFAMVLMO82323WMA.M
Title : VOC Analysis

Signal : TIC: VV@31953.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.188 41 46 51 rBV 4715 5053 ©0.52% 0.975%
2 1.278 68 74 96 rvB 40348 65031 6.66% 0.962%
3 1.526 119 151 157 rBV3 39668 105743 10.84%  1.565%
4 2.037 301 310 324 rVB 109865 160788 16.48%  2.379%
5 2.259 377 379 383 rBV5 558 412 0.04% 0.006%
6 2.442 427 436 446 rVB3 5848 10296 1.06% 0.152%
7 2.555 463 471 483 rBV2 4350 8043 0.82% 0.119%
8 2.680 507 510 514 rBvV4 1190 1145 0.12% 0.017%
9 2.934 586 589 590 rBv3 709 396 0.04% 0.006%
10 3.015 612 614 619 rvB4 449 379 0.04% 0.006%
11 3.307 703 705 713 rBvV4 412 475 0.05% 0.007%
12 3.638 805 808 811 rBV4 542 342 0.04% 0.005%
13 3.815 851 863 904 rBvV2 37893 160699 16.47%  2.378%
14  4.249 982 998 1030 rBv2 99188 272349 27.91% 4.030%
15 4.478 1066 1069 1073 rVB4 456 334 0.03% 0.005%
16 4.558 1090 1094 1097 rVVv4 543 399 0.04% 0.006%
17 4.696 1133 1137 1141 rBV4 526 481 0.05% 0.007%
18 4.838 1175 1181 1183 rBV5S 373 401 0.04% 0.006%
19 4,953 1198 1217 1249 rBV2 265204 693852 71.11% 10.267%
20 5.211 1295 1297 1301 rBV3 541 456 0.05% 0.007%
21 5.249 1305 1309 1310 rBV3 593 372 0.04% 0.006%
22 5.375 1344 1348 1351 rVB4 663 503 0.05% 0.007%
23 5.442 1364 1369 1372 rVB6 549 438 0.04% 0.006%
24  5.532 1383 1397 1424 rBV 332608 729107 74.72% 10.789%
25 5.831 1478 1490 1507 rBV7 8794 22862 2.34% 0.338%
26 5.934 1510 1522 1527 rBVS8 2964 5670 ©.58% 0.084%
27 5.992 1527 1540 1567 rVB 147662 330795 33.90% 4.895%
28 6.268 1622 1626 1632 rVB4 555 651 ©0.07% ©0.010%
29 6.400 1665 1667 1672 rVB4 531 336 0.03% 0.005%
30 6.448 1681 1682 1688 rvv3 430 365 0.04% 0.005%
31 6.500 1693 1698 1701 rBvV3 394 345 0.04% 0.005%
32 6.535 1706 1709 1712 rBV4 468 419 0.04% 0.006%
33  6.593 1717 1727 1730 rBV9 1853 3206 ©0.33% 0.047%
34 6.918 1817 1828 1858 rBV 82371 173353 17.77%  2.565%
35 7.143 1891 1898 1899 rBV5 1147 1144 0.12% 0.017%
36 7.153 1899 1901 1904 rVv2 579 397 0.04% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82823\
Data File : VV@31953.D

Acqg On : 28 Aug 2023 20:19

Operator : SY/MD

Sample : 04175-06MERE

Misc : 4.86g/5.0mL/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\SFAMVLMO82323WMA.M
Title : VOC Analysis
37 7.246 1919 1930 1951 rBV 280538 521012 53.39% 7.709%
38 7.561 2017 2028 2060 rVvV2 54388 120494 12.35% 1.783%
39 7.741 2081 2084 2086 rVvv4 536 384 0.04% 0.006%
40 7.921 2134 2140 2143 rVB7 963 1132 0.12% 0.017%
41  8.043 2168 2178 2181 rBV 50295 69137 7.09% 1.023%
42 8.268 2246 2248 2253 rBVS5S 612 585 0.06% 0.009%
43  8.326 2264 2266 2270 rBV5 613 440 0.05% 0.007%
44  8.394 2280 2287 2295 rVB7 1925 2889 0.30% 0.043%
45  8.452 2303 2305 2309 rvVvB5 679 467 ©0.05% 0.007%
46 8.477 2309 2313 2318 rBV5 719 686 0.07% 0.010%
47  8.532 2326 2330 2334 rVV5 568 475 0.05% 0.007%
48  8.725 2385 2390 2396 rvVB5 573 562 0.06% 0.008%
49 8.789 2396 2410 2442 rBV 486401 928983 95.20% 13.746%
50 8.963 2456 2464 2471 rBV7 3127 5218 0.53% 0.077%
51 9.008 2476 2478 2482 rVB2 827 398 0.04% 0.006%
52 9.091 2493 2504 2507 rBV6 2963 4238 0.43% 0.063%
53 9.153 2522 2523 2528 rVB5 674 396 0.04% 0.006%
54 9.175 2528 2530 2534 rvB3 782 487 0.05% 0.007%
55  9.220 2539 2544 2548 rBV4 565 501 ©0.05% 0.007%
56 9.378 2589 2593 2596 rBV4 420 386 0.04% 0.006%
57 9.493 2621 2629 2631 rBV4 4079 4906 0.50% 0.073%
58 9.709 2693 2696 2701 rvVB5 396 400 0.04% 0.006%
59 9.751 2702 2709 2711 rBV6 457 452 0.05% 0.007%
60 9.876 2737 2748 2760 rBv4 4306 7721 0.79% 0.114%
61 9.985 2779 2782 2789 rVB5 620 578 0.06% 0.009%
62 10.030 2790 2796 2798 rBV3 673 640 0.07% 0.009%
63 10.095 2811 2816 2823 rBV5 345 395 0.04% 0.006%
64 10.165 2823 2838 2857 rBV 197173 377246 38.66% 5.582%
65 10.259 2865 2867 2872 rVV4 660 406 0.04% 0.006%
66 10.329 2885 2889 2895 rVB4 1115 1062 0.11% 0.016%
67 10.423 2916 2918 2922 rVB3 805 493 0.05% 0.007%
68 10.455 2922 2928 2929 rBV3 640 576 0.06% 0.009%
69 10.487 2930 2938 2945 rBV4 4439 6688 0.69% 0.099%
70 10.638 2980 2985 2986 rBV2 722 436 0.04% 0.006%
71 10.664 2989 2993 3000 rVB6 707 789 0.08% 0.012%
72 10.712 3003 3008 3010 rBV4 1133 914 0.09% 0.014%
73 10.773 3023 3027 3028 rBV2 1247 713 0.07% 0.011%
74 10.828 3037 3044 3048 rBV5 1345 1879 0.19% 0.028%
75 10.866 3049 3056 3062 rVB3 6012 8733 0.89% 0.129%
76 10.969 3085 3088 3090 rBV 733 479 0.05% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82823\
Data File : VV@31953.D

Acqg On : 28 Aug 2023 20:19

Operator : SY/MD

Sample : 04175-06MERE

Misc : 4.86g/5.0mL/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\SFAMVLMO82323WMA.M
Title : VOC Analysis
77 11.133 3130 3139 3147 rBV4 9231 14867 1.52% 0.220%
78 11.194 3147 3158 3178 rVWW 605742 975791 100.00% 14.439%
79 11.503 3247 3254 3256 rBV6 641 662 0.07% 0.010%
80 11.570 3263 3275 3299 rBV 333585 554026 56.78%  8.198%
81 11.738 3319 3327 3334 rBV3 5269 7753 0.79% 0.115%
82 11.882 3365 3372 3378 rVV7 802 1298 0.13% 0.019%
83 12.008 3408 3411 3413 rBV3 502 358 0.04% 0.005%
84 12.072 3425 3431 3440 rVB5 1789 2905 0.30% 0.043%
85 12.194 3464 3469 3473 rBV5S 1621 1938 0.20% 0.029%
86 12.246 3482 3485 3489 rVB4 647 435 0.04%  0.006%
87 12.313 3501 3506 3513 rBV9 1889 2494 0.26% ©0.037%
88 12.590 3584 3592 3602 rVB 13840 21968 2.25% 0.325%
89 12.747 3637 3641 3649 rVB6 1719 2024 0.21% 0.030%
90 12.831 3660 3667 3681 rVB2 18796 26737 2.74%  0.396%
91 12.988 3708 3716 3726 rBV 11992 18508 1.90% 0.274%
92 13.207 3775 3784 3794 rBV2 20082 32334 3.31% 0.478%
93 13.448 3850 3859 3870 rBV 38495 62021 6.36% ©.918%
94 13.590 3893 3903 3912 rBV2 10070 16337 1.67% 0.242%
95 13.686 3926 3933 3946 rVB2 20923 32211 3.30% 0.477%
96 13.847 3975 3983 3997 rVB2 33146 47309 4.85% 0.700%
97 14.599 4210 4217 4224 rVB2 9603 12774 1.31% 0.189%
98 14.792 4269 4277 4285 rBV 27223 37295 3.82% 0.552%
99 15.477 4485 4490 4502 rVB 25276 37062 3.80% 0.548%
100 15.680 4547 4553 4561 rVB 14284 17610 1.80% 0.261%
Sum of corrected areas: 6758130
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82823\

: VW0e31953.D

: 28 Aug 2023 20:19

: SY/MD

: 04175-06MERE

: 4.86g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
. 15

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82323WMA.M
: VOC Analysis

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

TIC: VV031953.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82823\
Data File : VV@31953.D

Acqg On : 28 Aug 2023 20:19

Operator : SY/MD

Sample : 04175-06MERE

Misc : 4.86g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.448 3.18 ug/L 62021 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C1OH8 000275-51-4 95
3 Naphthalene 128 C10HS8 000091-20-3 94
4 Naphthalene 128 C10HS8 000091-20-3 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3859 (13.448 min): VV031953.D\data.ms (-3850) (-  m/z 128.00 100.00%
1

28.0
5000
=
ag1 O30 640 77,0 102.0 | 13.50
O 2B bl myz 127,100 14.16%
m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #13686: Naphthalene
128.0
5000 L — \{\\
13.50
m/z 129.05 10.89%
A0 a0 70 W20
O\\‘\\\\‘\\\\‘\\\\i\\\\‘\\\\‘\““i‘\\\\‘\\\\“\\\\‘\\\\‘\\\ ‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13679: Azulene
128.0
=
13.50
5000 ITI/Z 51.00 9.45%
51.0 102.0
64.0 '
0y 220 el erllrer iy eerrthergrregrle
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13685: Naphthalene |
128.0 13.50
m/z 102.00 9.13%
5000
51.0 64.0
by 380 TEO L ED L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 13.50

SFAMVLM@O82323WMA.M Mon Sep 04 07:05:07 2023 Page:




Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82823\
Data File : VV@31953.D

Acqg On : 28 Aug 2023 20:19

Operator : SY/MD

Sample : 04175-06MERE

Misc : 4.86g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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|

Azulene 13.448 3.2 ug/L 62021 3 11.194 975791 50.0
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