LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71822\
Data File : VU@49770.D

Acqg On : 18 Jul 2022 19:12

Operator : SY/MD

Sample : N3701-02ME

Misc : 5.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 23  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\SFAMULMO71122WMA.M
Title : VOC Analysis

Signal : TIC: VU@49770.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.478 38 43 48 rBV3 1992 2211  0.25% 0.033%
2 1.594 72 79 86 rBv 43117 59985 6.77% 0.907%
3 1.823 130 150 152 rBV3 16715 41470 4.68% 0.627%
4 2.295 295 297 300 rBv2 583 398 0.04% 0.006%
5 2.523 356 368 383 rBV 126490 205929 23.24%  3.113%
6 2.604 390 393 396 rVB2 300 195 0.02% ©0.003%
7 2.639 398 404 405 rBV2 1273 875 0.10% 0.013%
8 2.855 466 471 474 rVB3 287 284 0.03% 0.004%
9 2.916 483 490 492 rBvV3 478 591 0.07% 0.009%
106 3.031 516 526 535 rBV5S 3451 6570 0.74% 0.099%
11 3.173 556 570 587 rW 23564 53943 6.09% 0.816%
12 3.363 626 629 633 rBV3 431 367 0.04% 0.006%
13 3.504 667 673 675 rBv2 270 267 0.03% 0.004%
14 3.572 691 694 700 rVB2 254 276 0.03% 0.004%
15 3.649 715 718 722 rBV 220 168 ©0.02% 0.003%
16 3.896 791 795 799 rVB2 280 233 0.03% 0.004%
17 4.025 826 835 841 rBV2 333 455 0.05% 0.007%
18 4.472 971 974 976 rBV 257 203 0.02% 0.003%
19 4.559 998 1001 1007 rBV2 329 364 0.04% 0.006%
20 4.636 1011 1025 1062 rBV 117221 374217 42.22% 5.657%
21  4.928 1113 1116 1121 rVB3 310 245 0.03% 0.004%
22 4.954 1121 1124 1128 rBv2 325 263 0.03% 0.004%
23 5.060 1140 1157 1180 rBV 164537 380144 42.89% 5.747%
24 5.144 1181 1183 1187 rVWV 365 213  0.02% 0.003%
25 5.282 1222 1226 1233 rVB3 509 717 0.08% 0.011%
26 5.366 1247 1252 1254 rBV2 385 334 0.04% 0.005%
27 5.411 1262 1266 1271 rVB2 321 362 0.04% 0.005%
28 5.437 1271 1274 1277 rBV 255 256 0.03% 0.004%
29 5.478 1281 1287 1289 rBv2 180 185 0.02% 0.003%
30 5.517 1293 1299 1302 rBV2 199 208 0.02% 0.003%
31 5.594 1320 1323 1327 rBV 241 182 0.02% 0.003%
32 5.617 1327 1330 1336 rBV 311 319 0.04% 0.005%
33 5.713 1340 1360 1381 rBV2 339358 886273 100.00% 13.399%
34 5.838 1396 1399 1408 rvVvB3 358 400 0.05% 0.006%
35 5.883 1408 1413 1415 rBvV2 156 157 0.02% 0.002%
36 5.977 1429 1442 1459 rBV2 7771 17902 2.02% 0.271%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71822\
Data File : VU@49770.D

Acqg On : 18 Jul 2022 19:12

Operator : SY/MD

Sample : N3701-02ME

Misc : 5.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 23  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\SFAMULMO71122WMA.M
Title : VOC Analysis
37 6.244 1510 1525 1546 rVV 152693 298596 33.69% 4.514%
38 6.317 1546 1548 1555 rvB2 631 486 0.05% 0.007%
39 6.363 1558 1562 1564 rBV2 224 171 0.02% 0.003%
40 6.485 1595 1600 1603 rBV 173 174 0.02% ©0.003%
41 6.523 1603 1612 1621 rBV5 4901 8821 1.00% 0.133%
42 6.600 1627 1636 1647 rVV4 3467 6960 0.79% 0.105%
43  6.687 1648 1663 1687 rVB 223797 453665 51.19% 6.859%
44  6.793 1694 1696 1697 rBV 612 224 0.03% 0.003%
45 6.919 1730 1735 1738 rVB2 187 162 0.02% 0.002%
46 7.112 1792 1795 1802 rVB 254 256 0.03% 0.004%
47  7.192 1802 1820 1822 rBV5 2730 4188 0.47% 0.063%
48  7.472 1900 1907 1908 rBvV2 173 200 0.02% 0.003%
49 7.565 1923 1936 1953 rVV2 104484 194508 21.95% 2.941%
50 7.697 1968 1977 1985 rBV5 1323 2313 0.26% ©0.035%
51 7.748 1989 1993 2000 rBvV2 175 172 0.02% 0.003%
52 7.780 2000 2003 2005 rBV4 354 247 0.03% 0.004%
53 7.896 2025 2039 2058 rBV 341738 594505 67.08%  8.988%
54 7.989 2059 2068 2083 rvB2 4905 10669 1.20% 0.161%
55 8.089 2097 2099 2104 rvVvB2 385 257 0.03% 0.004%
56 8.179 2116 2127 2146 rBV 70337 134583 15.19% 2.035%
57 8.346 2173 2179 2181 rBvV2 620 411 0.05% 0.006%
58 8.359 2181 2183 2186 rvv3 362 238 0.03% 0.004%
59 8.565 2243 2247 2250 rBV2 180 156 0.02% 0.002%
60 8.652 2258 2274 2307 rBV2 339749 818174 92.32% 12.369%
61 8.903 2349 2352 2356 rVB3 252 198 ©0.02% 0.003%
62 8.928 2359 2360 2364 rBV3 316 213 0.02% 0.003%
63 9.282 2467 2470 2474 rBV 246 223 0.03% 0.003%
64  9.420 2499 2513 2532 rBV 205261 371299 41.89% 5.613%
65 9.639 2578 2581 2590 rVB2 272 305 ©0.03% 0.005%
66 9.681 2590 2594 2596 rBV2 282 178 0.02% 0.003%
67 9.700 2596 2600 2602 rBV2 471 275 0.03% 0.004%
68 9.838 2638 2643 2646 rBV2 327 279 0.03% 0.004%
69 10.398 2813 2817 2820 rBV 264 190 0.02% 0.003%
70 10.555 2863 2866 2871 rBV2 290 334 0.04% 0.005%
71 10.597 2876 2879 2881 rBV 238 1706 0.02% 0.003%
72 10.761 2916 2930 2947 rBV 396919 652930 73.67% 9.871%
73 11.118 3032 3041 3046 rBv4 1940 2371 0.27% 0.036%
74 11.311 3097 3101 3105 rBV3 577 439 0.05% 0.007%
75 11.375 3120 3121 3125 rVB 426 194 0.02% 0.003%
76 11.417 3130 3134 3139 rBV2 398 362 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71822\
Data File : VU@49770.D

Acqg On : 18 Jul 2022 19:12

Operator : SY/MD

Sample : N3701-02ME

Misc : 5.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 23  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\SFAMULMO71122WMA.M
Title : VOC Analysis
77 11.472 3148 3151 3154 rBV2 270 186 ©0.02% 0.003%
78 11.626 3196 3199 3204 rBV2 180 179 0.02% 0.003%
79 11.655 3204 3208 3211 rVB 288 220 0.02% 0.003%
80 11.706 3221 3224 3227 rBV 311 238 0.03% 0.004%
81 11.812 3245 3257 3275 rBV 220331 354571 40.01% 5.360%
82 11.922 3288 3291 3292 rBV 426 203 0.02% 0.003%
83 12.195 3363 3376 3400 rBV 415513 656552 74.08%  9.926%
84 12.552 3485 3487 3491 rVB 316 193 0.02% 0.003%
85 12.578 3491 3495 3499 rBV2 235 264 0.03% 0.004%
86 12.626 3507 3510 3512 rBV 252 177 0.02% 0.003%
87 12.713 3533 3537 3539 rBV 214 160 0.02% 0.002%
88 13.012 3627 3630 3635 rVB2 356 277 0.03% 0.004%
89 13.076 3647 3650 3655 rBV2 266 246 0.03% 0.004%
90 13.121 3660 3664 3668 rBV2 500 483 0.05% 0.007%
91 13.140 3668 3670 3674 rBV 319 174 0.02% 0.003%
92 13.436 3760 3762 3766 rVB3 334 205 0.02% 0.003%
93 13.488 3775 3778 3786 rBV2 299 324 0.04% 0.005%
94 13.690 3838 3841 3847 rBV2 297 335 0.04% 0.005%
95 13.854 3889 3892 3896 rBV3 444 367 ©0.04% 0.006%
96 14.099 3963 3968 3972 rVV3 549 690 0.08% 0.010%
97 14.336 4040 4042 4045 rBV2 341 162 0.02% 0.002%
98 15.082 4271 4274 4277 rBV2 384 247 0.03% 0.004%
99 15.912 4529 4532 4535 rVB 798 460 0.05% 0.007%
100 16.166 4608 4611 4613 rBV3 600 429 0.05% 0.006%
Sum of corrected areas: 6614599
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071822\
Data File : VU@49770.D

Acqg On : 18 Jul 2022 19:12

Operator : SY/MD

Sample : N3701-02ME

Misc : 5.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71122WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU049770.D\data.ms
400000
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Abundance TIC: VU049770.D\data.ms
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Abundance TIC: VU049770.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU@71822\
Data File : VU@49770.D

Acqg On : 18 Jul 2022 19:12

Operator : SY/MD

Sample : N3701-02ME

Misc : 5.75g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71122WMA.M
Quant Title : VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Furan, tetrahydro-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.977 3.00 ug/L 17902 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 91
2 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 86
3 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 80
4 3-Penten-2-0l 86 C5H100 001569-50-2 42
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 37
Abundance Scan 1442 (5.977 min): VU049770.D\data.ms (-1429) (-) m/z 71.00 100.00%
42.9 71.0
5000
55.9 SN U H
‘ ‘ 86.0 5.60 5.80 6.00 6.20 6.40
Ol L myz 42,90 87.93%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2021: Furan, tetrahydro-2-methyl-
43.0 71.0
5000 270 LI LA L L L LA LA B
5.60 5.80 6.00 6.20 6.40
15.0 ‘ 56.0 86.0 m/z 40.90 59.12%
O\\\‘.\\\\‘\1‘\\‘\\!!i‘\\\‘1l\1\\‘\‘\‘\‘\‘\\\\‘}\\\‘\\‘\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
71.0
41.0 A A EammaRRE
5.60 5.80 6.00 6.20 6.40
5000 m/z 41.90 49.,09%
27.0
56.0 86.0
R ] E
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2022: Furan, tetrahydro-2-methyl- RamEEe e RARRAR
43.0 71.0 5.60 5.80 6.00 6.20 6.40
m/z 55.90 24.79%
5000 27.0
56.0
15.0 ‘ ‘ ‘ 86.0
0\\\‘\H\‘\}‘H‘\\!!i‘\\\‘1l\1\\i‘\‘\‘\‘\‘HHM\H‘H‘!\‘\H O RRRR EEERECA R
m/z--> 0O 10 20 30 40 50 60 70 80 90 5.60 5.80 6.00 6.20 6.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071822\
Data File : VU@49770.D

Acqg On : 18 Jul 2022 19:12

Operator : SY/MD

Sample : N3701-02ME

Misc : 5.75g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71122WMA.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|

Furan, tetrahyd... 5.977 3.0 ug/L 17902 1 6.247 298596 50.0
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