LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51322\
Data File : VU@48570.D

Acqg On : 13 May 2022 18:26

Operator : SY/MD

Sample : N2767-05ME

Misc : 5.26g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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_ U\Method\SFAMULMO50622WMA .M
Title : VOC Analysis

Signal : TIC: VU@48570.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.594 73 79 111 rVB 57168 101664 10.14% 1.236%
2 2.221 272 274 275 rBV 615 236 0.02% 0.003%
3 2.282 290 293 294 rBvV2 726 323 0.03% 0.004%
4 2.536 359 372 384 rBV 161079 263398 26.27%  3.201%
5 2.861 469 473 474 rBV 310 226 0.02% 0.003%
6 3.031 518 526 536 rBV5 2750 5005 0.50% 0.061%
7 3.179 557 572 589 rBvV2 21023 54514 5.44% 0.663%
8 3.469 655 662 665 rBv2 630 775 0.08% 0.009%
9 3.533 678 682 683 rBv 337 222 0.02% 0.003%
106 3.604 701 704 707 rBV 346 221 0.02% ©0.003%
11  3.639 712 715 717 rBV 411 328 0.03% 0.004%
12 3.861 782 784 788 rBV2 320 207 0.02% 0.003%
13  3.900 792 796 800 rVv2 236 266 0.03% 0.003%
14 4.073 846 850 852 rBV 337 256 0.03% 0.003%
15 4.192 884 887 890 rVB2 393 287 0.03% 0.003%
16 4.218 891 895 898 rBV 250 255 0.03% 0.003%
17 4.276 907 913 917 rBV 261 364 0.04% 0.004%
18 4.398 946 951 954 rBV2 451 489 0.05% 0.006%
19 4.517 983 988 991 rVB2 339 350 0.03% 0.004%
20 4.539 992 995 1000 rBB 207 204 0.02% 0.002%
21 4.565 1000 1003 1008 rBB2 319 278 0.03% 0.003%
22 4.633 1009 1024 1043 rBv2 73451 227682 22.71% 2.767%
23 4.996 1133 1137 1139 rBV2 321 247 0.02% 0.003%
24 5.060 1141 1157 1181 rVV 160993 373862 37.29% 4.544%
25 5.160 1185 1188 1190 rVV3 399 272 0.03% 0.003%
26 5.340 1235 1244 1250 rBV3 1384 2307 ©0.23% 0.028%
27 5.401 1260 1263 1271 rVB4 697 847 0.08% 0.010%
28 5.453 1277 1279 1284 rBV2 453 441 0.04% 0.005%
29 5.517 1295 1299 1305 rVB4 495 463 0.05% 0.006%
30 5.565 1309 1314 1320 rBV2 380 464 0.05% 0.006%
31 5.610 1324 1328 1334 rvVB2 374 517 ©0.05% 0.006%
32 5.719 1341 1362 1383 rBV3 339185 892772 89.05% 10.851%
33 5.874 1407 1410 1412 rBV 323 263 0.03% 0.003%
34 5.977 1428 1442 1462 rVV4 8944 21798 2.17% 0.265%
35 6.092 1473 1478 1479 rBvV2 294 203 0.02% 0.002%
36 6.150 1490 1496 1498 rBV 403 456 0.05% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51322\
Data File : VU@48570.D

Acqg On : 13 May 2022 18:26

Operator : SY/MD

Sample : N2767-05ME

Misc : 5.26g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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_ U\Method\SFAMULMO50622WMA .M
Title : VOC Analysis
37 6.173 1498 1503 1504 rBvV2 515 519 0.05% 0.006%
38 6.247 1512 1526 1544 rBV 333117 660276 65.86% 8.025%
39 6.526 1604 1613 1625 rBV7 6353 12238 1.22% 0.149%
40 6.597 1626 1635 1649 rBV3 3715 7862 0.78% 0.096%
41 6.690 1649 1664 1680 rBV 194984 400559 39.95% 4.868%
42 6.800 1696 1698 1707 rVB5 1207 1222 0.12% 0.015%
43  6.935 1735 1740 1743 rBV3 530 549 0.05% 0.007%
44  7.038 1770 1772 1774 rBV 376 203 0.02% 0.002%
45  7.0973 1782 1783 1788 rVB4 369 207 0.02% 0.003%
46 7.192 1806 1820 1824 rBV2 5736 10048 1.00% 0.122%
47  7.443 1896 1898 1904 rBV2 270 206 0.02% ©0.003%
48  7.491 1907 1913 1914 rBV2 1452 1118 0.11% 0.014%
49 7.565 1924 1936 1958 rVB 111324 216969 21.64% 2.637%
50 7.690 1971 1975 1979 rBV3 558 458 0.05% 0.006%
51 7.758 1989 1996 1997 rBV 378 317 0.03% 0.004%
52 7.793 1997 2007 2019 rBV7 4587 11395 1.14% 0.138%
53 7.896 2027 2039 2055 rVB 403107 715758 71.39%  8.699%
54 8.086 2096 2098 2102 rvVB2 317 241 0.02% ©0.003%
55 8.128 2102 2111 2117 rBV4 5244 8211 ©0.82% 0.100%
56 8.182 2117 2128 2146 rVB 75463 151431 15.10% 1.840%
57 8.340 2173 2177 2179 rBV3 1087 925 0.09% 0.011%
58 8.407 2193 2198 2199 rBV4 738 723 0.07% ©0.009%
59 8.555 2235 2244 2252 rBV6 4201 6756 0.67% 0.082%
60 8.652 2258 2274 2301 rBV 251093 595237 59.37% 7.234%
61 8.854 2333 2337 2338 rBV2 1076 768 ©0.08% 0.009%
62 8.928 2351 2360 2370 rBV7 2831 5039 0.50% 0.061%
63 9.163 2429 2433 2435 rBv4 900 719 0.07% 0.009%
64  9.211 2441 2448 2460 rVB5 3738 5851 ©.58% 0.071%
65 9.337 2479 2487 2498 rVB5 2209 3071 0.31% 0.037%
66 9.420 2500 2513 2538 rBV 469988 870557 86.83% 10.581%
67 9.575 2553 2561 2573 rVB2 6970 11115 1.11% 0.135%
68 9.620 2573 2575 2582 rVB2 485 427 0.04% 0.005%
69 9.697 2588 2599 2608 rBV2 17684 30144 3.01% 0.366%
70  9.812 2629 2635 2642 rBV 363 595 0.06% 0.007%
71 10.108 2716 2727 2741 rVB5 7029 15329 1.53% 0.186%
72 10.304 2782 2788 2797 rBV3 941 1110 0.11% 0.013%
73 10.488 2838 2845 2857 rVB3 2119 3390 0.34% 0.041%
74 10.671 2893 2902 2910 rBV4 2341 3505 ©0.35% 0.043%
75 10.764 2918 2931 2946 rBV 342397 564711 56.33% 6.863%
76 10.832 2946 2952 2959 rVB7 2379 3479 0.35% 0.042%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51322\
Data File : VU@48570.D

Acqg On : 13 May 2022 18:26

Operator : SY/MD

Sample : N2767-05ME

Misc : 5.26g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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_ U\Method\SFAMULMO50622WMA .M
Title : VOC Analysis
77 10.861 2959 2961 2963 rBV2 452 258 0.03% 0.003%
78 11.095 3026 3034 3035 rBV2 2036 1983 0.20% 0.024%
79 11.465 3141 3149 3150 rBV4 4201 3855 0.38% 0.047%
80 11.571 3180 3182 3184 rBV2 399 207 0.02% 0.003%
81 11.690 3216 3219 3221 rBV2 953 692 0.07% 0.008%
82 11.751 3229 3238 3246 rBV2 6180 9273 0.92% 0.113%
83 11.816 3246 3258 3277 rVV 627888 1002545 100.00% 12.185%
84 12.018 3319 3321 3326 rBV2 349 226 0.02% 0.003%
85 12.054 3329 3332 3336 rVB2 415 308 0.03% 0.004%
86 12.144 3357 3360 3362 rBV2 411 243  0.02% 0.003%
87 12.195 3362 3376 3393 rVV 483673 814574 81.25%  9.900%
88 12.404 3438 3441 3444 rBV 444 327 0.03% 0.004%
89 12.639 3511 3514 3517 rBV 473 353 0.04% 0.004%
90 12.925 3601 3603 3609 rBV2 438 436 0.04%  0.005%
91 12.992 3620 3624 3626 rBV2 1885 1577 0.16% 0.019%
92 13.121 3661 3664 3667 rBV2 502 338 0.03% 0.004%
93 13.153 3671 3674 3680 rVV3 429 442 0.04%  0.005%
94 13.192 3684 3686 3688 rBV 399 226 0.02% 0.003%
95 13.221 3688 3695 3706 rVB4 7747 12437 1.24% 0.151%
96 13.423 3755 3758 3759 rBV 625 315 0.03% 0.004%
97 13.703 3842 3845 3848 rBV 499 424 0.04% 0.005%
98 13.844 3880 3889 3903 rVB4 14158 21908 2.19% 0.266%
99 14.092 3956 3966 3975 rBV2 29367 51287 5.12% 0.623%
100 14.333 4032 4041 4052 rBv4 17403 27866 2.78% ©.339%
Sum of corrected areas: 8227800
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51322\
Data File : VU@48570.D

Acqg On : 13 May 2022 18:26

Operator : SY/MD

Sample : N2767-05ME

Misc : 5.26g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VU048570.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51322\
Data File : VU@48570.D

Acqg On : 13 May 2022 18:26

Operator : SY/MD

Sample : N2767-05ME

Misc : 5.26g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Azulene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.092 2.56 ug/L 51287 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 1H-Indene, 1-methylene- 128 C10HS8 002471-84-3 91
4 Azulene 128 C10HS8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3966 (14.092 min): VU048570.D\data.ms (-3956) (-  m/z 128.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51322\
Data File : VU@48570.D

Acqg On : 13 May 2022 18:26

Operator : SY/MD

Sample : N2767-05ME

Misc : 5.26g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .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 14.092 2.6 ug/L 51287 3 11.816 1002550 50.0
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