LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024334.D

Acqg On : 12 Jan 2022 16:48

Operator : SY/MD

Sample : N1084-03ME

Misc : 6.44g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS Vvial : 10 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\SFAMVLM123121WMA.M
Title : VOC Analysis

Signal : TIC: VV@24334.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 77 83 98 rVB 114073 114624 9.86% 1.127%
2 1.568 157 164 178 rBV 112822 123835 10.65% 1.218%
3 1.986 290 294 296 rBV3 892 817 0.07% 0.008%
4 2.108 322 332 356 rVB 206806 311762 26.81% 3.066%
5 2.291 385 389 394 rBvV2 293 302 0.03% 0.003%
6 2.371 411 414 419 rVB 329 290 0.02% 0.003%
7 2.439 430 435 437 rBV3 439 318 ©0.03% 0.003%
8 2.510 451 457 462 rVv2 967 1204 0.10% 0.012%
9 2.754 531 533 537 rVB2 399 286 0.02% 0.003%
106 2.802 542 548 553 rBV2 311 409 0.04% 0.004%
11 2.847 560 562 565 rBvV 386 251 0.02% 0.002%
12 2.960 595 597 601 rVB2 267 199 0.02% 0.002%
13  2.982 601 604 605 rBv2 267 178 0.02% 0.002%
14 3.127 646 649 651 rBV 329 210  0.02% 0.002%
15 3.175 661 664 667 rBv3 440 300 0.03% 0.003%
16 3.198 667 671 674 rVB2 611 545 0.05% 0.005%
17 3.291 697 700 703 rBV 170 186 0.02% 0.002%
18 3.346 713 717 722 rBV2 245 280 0.02% 0.003%
19 3.400 727 734 735 rBV2 313 246 0.02% 0.002%
20 3.513 766 769 772 rBB 270 191 0.02% 0.002%
21 3.706 824 829 831 rBV2 300 304 0.03% 0.003%
22 3.815 859 863 864 rBvV 262 208 0.02% 0.002%
23 3.879 872 883 934 rBV 110472 316367 27.20% 3.111%
24 4.349 1013 1029 1061 rVV 203144 504585 43.39% 4.962%
25 4.577 1097 1100 1104 rBB 706 471 0.04% 0.005%
26 4.648 1118 1122 1127 rBV3 396 389 0.03% 0.004%
27 5.043 1229 1245 1284 rBV2 393731 1056915 90.88% 10.394%
28 5.220 1297 1300 1304 rVB2 466 259 0.02% 0.003%
29 5.375 1345 1348 1351 rBv2 316 263 0.02% 0.003%
30 5.416 1357 1361 1364 rVB2 367 293 0.03% 0.003%
31 5.471 1375 1378 1380 rBvV2 283 199 0.02% 0.002%
32 5.513 1388 1391 1395 rVB2 359 280 0.02% 0.003%
33 5.539 1395 1399 1403 rBV 382 416 0.04% 0.004%
34 5.616 1410 1423 1462 rBV 482013 953379 81.98% 9.376%
35 5.908 1503 1514 1532 rVV2 20919 45198 3.89% 0.445%

36 6.069 1550 1564 1595 rBV 251289 514095 44.21% 5.056%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024334.D

Acqg On : 12 Jan 2022 16:48

Operator : SY/MD

Sample : N1084-03ME

Misc : 6.44g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS Vvial : 10 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\SFAMVLM123121WMA.M
Title : VOC Analysis
37 6.629 1734 1738 1739 rBV 575 359 0.03% 0.004%
38 6.722 1764 1767 1772 rBB2 429 354 0.03% 0.003%
39 6.747 1772 1775 1777 rBV 271 200 0.02% 0.002%
40 6.937 1830 1834 1838 rVB2 192 204 0.02% 0.002%
41 6.985 1838 1849 1868 rBV 144265 255715 21.99%  2.515%
42 7.172 1905 1907 1908 rBV 434 189 0.02% 0.002%
43 7.317 1940 1952 1971 rBV 428070 740412 63.67% 7.282%
44  7.619 2037 2046 2071 rBV 101427 176670 15.19% 1.737%
45  7.783 2094 2097 2100 rBV 330 302 0.03% 0.003%
46 7.834 2110 2113 2117 rVV2 300 254 0.02% 0.002%
47  8.085 2180 2191 2230 rBV 382729 726209 62.44% @ 7.142%
48  8.410 2290 2292 2295 rBV3 349 273 0.02% 0.003%
49 8.503 2316 2321 2324 rBV 268 226 0.02% 0.002%
50  8.535 2327 2331 2332 rBV 389 302 0.03% 0.003%
51 8.792 2406 2411 2417 rBV2 218 299 0.03% 0.003%
52 8.850 2417 2429 2454 rBV 717512 1133956 97.51% 11.152%
53 9.072 2495 2498 2501 rBv2 473 396 0.03% 0.004%
54 9.095 2503 2505 2509 rVB 403 245 0.02% 0.002%
55 9.140 2512 2519 2530 rBV4 6529 10518 ©0.90% 0.103%
56 9.271 2555 2560 2567 rBV 197 339 0.03% 0.003%
57 9.371 2588 2591 2595 rBvV2 166 190 0.02% 0.002%
58 9.413 2601 2604 2608 rBvV2 266 205 0.02% 0.002%
59 9.551 2641 2647 2656 rVB4 1607 2260 0.19% 0.022%
60 9.628 2666 2671 2673 rBB 339 244 0.02% 0.002%
61 9.709 2689 2696 2697 rBV2 643 600 0.05% 0.006%
62 9.853 2736 2741 2744 rBV3 559 579 0.05% 0.006%
63 9.937 2764 2767 2773 rVB 343 206 0.02% 0.002%
64 10.114 2819 2822 2830 rVB6 2195 2663 0.23% 0.026%
65 10.214 2841 2853 2873 rBV 451729 707913 60.87% 6.962%
66 10.355 2894 2897 2901 rVB2 387 280 0.02% ©0.003%
67 10.455 2924 2928 2932 rBV3 739 766 0.07% ©0.008%
68 10.545 2950 2956 2957 rBV2 756 746 0.06% 0.007%
69 10.580 2960 2967 2978 rVB3 12070 18098 1.56% 0.178%
70 10.876 3054 3059 3066 rBV5 4215 5032 0.43% 0.049%
71 11.030 3102 3107 3111 rBV3 1972 2026 0.17% 0.020%
72 11.146 3136 3143 3152 rBV8 3739 5917 0.51% 0.058%
73 11.246 3163 3174 3197 rBV 754788 1162963 100.00% 11.437%
74 11.532 3257 3263 3270 rBV6 1210 2090 0.18% 0.021%

75 11.622 3279 3291 3311 rBV 665530 1036981 89.17% 10.198%

76 11.789 3336 3343 3353 rVB 28475 39200 3.37% 0.386%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024334.D

Acqg On : 12 Jan 2022 16:48

Operator : SY/MD

Sample : N1084-03ME

Misc : 6.44g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS Vvial : 10 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\SFAMVLM123121WMA.M
Title : VOC Analysis
77 11.898 3375 3377 3378 rBV 819 449 0.04% 0.004%
78 12.368 3516 3523 3526 rBV6 2898 3529 0.30% 0.035%
79 12.464 3547 3553 3561 rBV8 2732 4511 0.39% 0.044%
80 12.593 3584 3593 3602 rBV6 2310 3635 0.31% 0.036%
81 12.664 3609 3615 3621 rVB5 557 651 ©0.06% ©0.006%
82 12.722 3630 3633 3637 rVB3 703 595 0.05% 0.006%
83 12.770 3644 3648 3652 rBV 227 216 ©0.02% 0.002%
84 12.837 3666 3669 3671 rBV2 407 311 0.03% 0.003%
85 12.886 3677 3684 3697 rBV2 8492 12547 1.08% 0.123%
86 13.004 3718 3721 3724 rVB3 625 380 0.03% 0.004%
87 13.213 3783 3786 3790 rBV 391 261 0.02% ©0.003%
88 13.503 3862 3876 3886 rBV 23694 37489 3.22% 0.369%
89 13.612 3904 3910 3911 rBV3 519 511 0.04% 0.005%
90 13.683 3929 3932 3937 rBV3 467 455 0.04%  0.004%
91 13.808 3967 3971 3979 rBV3 424 682 0.06% 0.007%
92 13.898 3992 3999 4005 rBV6 2606 3934 0.34% 0.039%
93 14.046 4043 4045 4049 rVB 615 362 0.03% 0.004%
94 14.435 4164 4166 4170 rBV 412 218 0.02% 0.002%
95 14.583 4210 4212 4216 rVB 698 417 0.04% 0.004%
96 14.631 4216 4227 4242 rBV 47666 77219 6.64% 0.759%
97 14.779 4270 4273 4274 rBV 467 282 0.02% 0.003%
98 14.815 4277 4284 4299 rVB 15060 23700 2.04% 0.233%
99 15.368 4450 4456 4465 rVB2 3870 5766 0.50% 0.057%
100 15.811 4590 4594 4601 rBV5 3084 3600 ©0.31% 0.035%
Sum of corrected areas: 10168155
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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\Vve11222\

: VWe24334.D

: 12 Jan 2022 16:48

: SY/MD

: N1084-03ME

: 6.44g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH
: 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: VV024334.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024334.D

Acqg On : 12 Jan 2022 16:48

Operator : SY/MD

Sample : N1084-03ME

Misc : 6.44g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Naphthalene, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.631 3.32 ug/L 77219 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94
Abundance Scan 4227 (14.631 min): vv024334 D\data.ms (-4216) (-  m/z 142.05 100.00%
.1
5000
1151 J\
—— T
63.0 89.0 14.50 15.00
39.0
Obro St b 2071 s 141,05 87.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 —— A —
115.0 14.50 15.00
m/z 115.10  33.52%
O ‘\\\\‘\5\0\\“‘\7\]@\(\)‘\9\2\\‘\\\\‘\\\\"‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0 /\
T ‘ T i T T ‘ T
14.50 15.00
m/z 143.05 11.08%
5000 115.0
miz--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #22143: Naphthalene, 2-methyl- —— e
142.0 14.50 15.00
m/z 139.05 9.29%
5000
115.0
ol 300 230 890 I A
R B B R o —— T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011222\
Data File : VV024334.D

Acqg On : 12 Jan 2022 16:48

Operator : SY/MD

Sample : N1084-03ME

Misc : 6.44g/5.0mL/100ul/5.0m1/MSVOA_V/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.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|

Naphthalene, 2-... 14.631 3.3 ug/L 77219 3 11.246 1162960 50.0
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