LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46169.D

Acqg On : 08 Dec 2021 12:35

Operator : SY/MD

Sample : M4883-19ME

Misc : 3.97g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 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\SFAMULM112921WMA.M
Title : VOC Analysis

Signal : TIC: VU@46169.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.600 74 81 99 rVB 48258 63201 8.28% 1.186%
2 1.919 172 180 197 rVB 28250 46987 6.16% 0.882%
3 1.996 199 204 212 rVB3 1579 2122 0.28% 0.040%
4 2.549 366 376 390 rBV 65980 104943 13.76%  1.970%
5 3.179 558 572 598 rBV2 13809 38253 5.01% 0.718%
6 3.391 636 638 642 rVB2 382 197 0.03% 0.004%
7 3.440 650 653 659 rVB2 344 312 0.04% 0.006%
8 3.941 806 809 815 rBB 302 254 0.03% 0.005%
9 4.269 905 911 916 rBV 172 290 0.04% 0.005%
106 4.523 986 990 995 rBV3 286 232 0.03% 0.004%
11 4.661 1015 1033 1078 rBV 32097 150024 19.66% 2.816%
12 5.066 1142 1159 1186 rVB3 79599 218532 28.64% 4.102%
13 5.359 1245 12560 1252 rBV3 474 374 0.05% 0.007%
14 5.378 1252 1256 1265 rVB3 937 1315 0.17% 0.025%
15 5.607 1323 1327 1333 rBV 150 240 0.03% 0.005%
16 5.722 1342 1363 1395 rVV2 202644 530645 69.55% 9.960%
17 5.983 1432 1444 1462 rBV5S 5374 13540 1.77% 0.254%
18 6.121 1483 1487 1491 rVv2 354 317 0.04% 0.006%
19 6.250 1511 1527 1560 rBV 261204 540413 70.83% 10.144%
20 6.542 1606 1618 1627 rBV8 4980 10747 1.41% 0.202%
21 6.607 1627 1638 1648 rBV5 1480 3186 0.42% 0.060%
22 6.690 1651 1664 1680 rBV 117073 242629 31.80% 4.554%
23 6.861 1714 1717 1723 rVB2 371 369 0.05% 0.007%
24  6.902 1726 1730 1733 rBV 185 213 0.03% 0.004%
25 7.060 1770 1779 1783 rBV2 332 556 0.07% 0.010%
26 7.089 1785 1788 1791 rW 248 189 0.02% 0.004%
27 7.195 1818 1821 1825 rBV3 262 277 0.04% 0.005%
28 7.227 1825 1831 1835 rVV2 537 557 0.97% 0.010%
29 7.246 1835 1837 1845 rVB 308 319 0.04% 0.006%
30 7.295 1845 1852 1856 rBvV2 435 568 0.07% 0.011%
31 7.311 1856 1857 1863 rVvB2 260 196 ©0.03% 0.004%
32 7.568 1925 1937 1963 rBV2 62075 125360 16.43% 2.353%
33 7.697 1971 1977 1978 rBV 364 266 0.03% 0.005%
34 7.790 1997 2006 2022 rVB 2291 4168 ©.55% 0.078%
35 7.851 2022 2025 2026 rBV 448 291 0.04% 0.005%

36 7.899 2026 2040 2056 rBV = 222652 418426 54.84%  7.854%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46169.D

Acqg On : 08 Dec 2021 12:35

Operator : SY/MD

Sample : M4883-19ME

Misc : 3.97g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 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\SFAMULM112921WMA.M
Title : VOC Analysis
37 8.182 2115 2128 2157 rBV2 37063 83780 10.98% 1.573%
38 8.459 2209 2214 2215 rBV 559 316 ©0.04% 0.006%
39 8.471 2215 2218 2222 rVB 604 501 0.07% 0.009%
40  8.555 2235 2244 2252 rVB3 5035 7725 1.01% 0.145%
41  8.687 2260 2285 2312 rBV 92364 312080 40.91% 5.858%
42 8.867 2336 2341 2343 rBV3 381 363 0.05% 0.007%
43 8.957 2360 2369 2378 rVB2 872 1709 0.22% 0.032%
44  9.423 2499 2514 2541 rBV 293559 762926 100.00% 14.320%
45  9.574 2549 2561 2571 rBV3 1059 1813 ©0.24% 0.034%
46 9.697 2589 2599 2616 rvVB3 3212 6307 0.83% 0.118%
47  9.918 2665 2668 2673 rVB2 194 195 ©0.03% 0.004%
48 10.118 2719 2730 2743 rVB7 2600 6086 ©0.80% 0.114%
49 10.320 2790 2793 2799 rVB2 202 183 0.02% 0.003%
50 10.484 2840 2844 2845 rBV2 364 224 0.03% 0.004%
51 10.536 2856 2860 2866 rBV 212 244  0.03% ©0.005%
52 10.571 2866 2871 2877 rVB4 490 484 0.06% 0.009%
53 10.671 2894 2902 2908 rBV3 1170 1405 0.18% 0.026%
54 10.774 2917 2934 2951 rVB 193064 318320 41.72% 5.975%
55 10.896 2965 2972 2986 rvB3 923 1718 0.23% 0.032%
56 11.002 2998 3005 3008 rBV3 408 459 0.06% 0.009%
57 11.095 3026 3034 3035 rBvV2 579 561 0.07% 0.011%
58 11.121 3040 3042 3045 rvB2 457 233  0.03% 0.004%
59 11.298 3093 3097 3103 rVB2 327 389 0.05% 0.007%
60 11.471 3136 3151 3160 rBV5 2106 3658 0.48% 0.069%
61 11.545 3167 3174 3180 rVB4 1410 1682 0.22% 0.032%
62 11.696 3216 3221 3226 rBV2 529 539 0.07% 0.010%
63 11.751 3234 3238 3241 rBV 207 187 0.02% 0.004%
64 11.819 3246 3259 3278 rBV 433671 708923 92.92% 13.306%
65 11.899 3278 3284 3290 rVV4 630 784 0.10% 0.015%
66 11.941 3293 3297 3300 rVVv2 451 421 0.06% 0.008%
67 11.973 3303 3307 3317 rVB3 961 1104 0.14% 0.021%
68 12.073 3332 3338 3342 rBV2 967 923 0.12% 0.017%
69 12.201 3362 3378 3394 rVB 269300 436496 57.21% 8.193%
70 12.320 3407 3415 3417 rBV2 1533 1573 0.21% 0.030%
71 12.584 3493 3497 3500 rBV2 227 197 ©0.03% 0.004%
72 12.754 3546 3550 3552 rBV 408 246 0.03% 0.005%
73 12.770 3552 3555 3563 rVB2 785 1029 0.13% 0.019%
74 12.918 3596 3601 3606 rVB 232 275 0.04% 0.005%
75 13.426 3757 3759 3763 rBV2 406 262 0.03% 0.005%
76 13.449 3763 3766 3771 rVB 292 237 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46169.D

Acqg On : 08 Dec 2021 12:35

Operator : SY/MD

Sample : M4883-19ME

Misc : 3.97g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 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\SFAMULM112921WMA.M
Title : VOC Analysis
77 13.629 3819 3822 3825 rBV 309 195 ©0.03% 0.004%
78 13.844 3884 3889 3895 rVB3 667 632 0.08% 0.012%
79 14.089 3953 3965 3980 rBV 28280 43664 5.72% 0.820%
80 14.146 3980 3983 3985 rBV2 296 195 0.03% 0.004%
81 14.192 3993 3997 4000 rBV3 385 385 0.05% 0.007%
82 14.336 4037 4042 4046 rBV3 453 458 0.06% 0.009%
83 14.449 4073 4077 4081 rBV4 528 511 0.07% 0.010%
84 14.581 4107 4118 4126 rBV2 1787 3181 0.42% 0.060%
85 14.767 4173 4176 4179 rVV2 319 188 ©0.02% 0.004%
86 14.812 4186 4190 4196 rVB2 358 390 0.05% 0.007%
87 14.838 4196 4198 4203 rVB 198 190 0.02% 0.004%
88 14.864 4203 4206 4209 rBV2 224 191 ©0.03% 0.004%
89 14.976 4235 4241 4242 rBV2 324 348 0.05% 0.007%
90 14.986 4242 4244 4247 rVB2 347 205 0.03% 0.004%
91 15.224 4308 4318 4330 rBV 13855 20685 2.71% 0.388%
92 15.407 4366 4375 4389 rVB2 8074 13311 1.74% 0.250%
93 15.953 4538 4545 4548 rBV4 1943 2132 0.28% 0.040%
94 16.259 4632 4640 4649 rBV2 6951 10822 1.42% 0.203%
95 16.410 4678 4687 4693 rBV 11851 18457 2.42% 0.346%
96 16.445 4694 4698 4707 rVB4 6515 8652 1.13% 0.162%
97 16.539 4725 4727 4731 rVB3 655 319 0.04% 0.006%
98 16.883 4828 4834 4842 rBV3 4329 5924 0.78% 0.111%
99 17.098 4896 4901 4908 rVB5 2777 3390 0.44% 0.064%
100 17.539 5032 5038 5045 rBV3 4896 6181 0.81% 0.116%
Sum of corrected areas: 5327671
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46169.D

Acqg On : 08 Dec 2021 12:35

Operator : SY/MD

Sample : M4883-19ME

Misc : 3.97g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU046169.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46169.D

Acqg On : 08 Dec 2021 12:35

Operator : SY/MD

Sample : M4883-19ME

Misc : 3.97g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 1 Methanol, TMS derivative Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.179 3.54 ug/L 38253 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methanol, TMS derivative 104 C4H120Si 001825-61-2 83
2 Methanol, TMS derivative 104 C4H120Si 001825-61-2 83
3 Ethyl(dimethyl)methoxysilane 118 C5H140Si 052686-75-6 74
4 Silane, (2-methoxyethyl)trimethyl- 132 C6H160Si 018173-63-2 74
5 Methanol, TBDMS derivative 146 C7H180Si 1000364-10-7 74
Abundance Scan 572 (3.179 min): VU046169.D\data.ms (-558) (-) m/z 89.05 100.00%
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Abundance #9976: Ethyl(dimethyl)methoxysilane “H.‘“HHWHWH,‘
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46169.D

Acqg On : 08 Dec 2021 12:35

Operator : SY/MD

Sample : M4883-19ME

Misc : 3.97g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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 3 Azulene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.089 3.08 ug/L 43664 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 91
3 Azulene 128 C10HS8 000275-51-4 91
4 Naphthalene 128 C10HS8 000091-20-3 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3965 (14.089 min): VU046169.D\data.ms (-3953) (-  m/z 128.05 100.00%
1
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Abundance #13678: Azulene
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e e e e e e
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Abundance #13681: Azulene T
128.0 14.00
m/z 126.10 7.31%
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m/z--> 10 20 30 40 50 60 70 80 90 100110120130 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120821\
Data File : VU@46169.D

Acqg On : 08 Dec 2021 12:35

Operator : SY/MD

Sample : M4883-19ME

Misc : 3.97g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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|
Methanol, TMS d... 3.179 3.5 ug/L 38253 1 6.250 540413 50.0
Azulene 14.089 3.1 ug/L 43664 3 11.819 708923 50.0
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