LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83123\
Data File : VV031967.D

Acqg On : 31 Aug 2023 17:27

Operator : SY/MD

Sample : 04235-09ME

Misc : 5.84g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 13  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@31967.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 5211 5264 ©.53% 0.051%
2 1.278 68 74 93 rvVB 63405 92250 9.35% 0.894%
3 1.526 146 151 170 rBV 40406 65149 6.60% ©.632%
4 2.040 302 311 326 rVB 162317 233375 23.65% 2.263%
5 2.442 429 436 448 rVB4 6230 11031 1.12% 0.107%
6 2.558 461 472 486 rBV 15363 33303 3.38% 0.323%
7 2.806 536 549 568 rVB2 4831 16236 1.65% 0.157%
8 2.957 588 596 598 rBV5 1405 2005 0.20% 0.019%
9 3.111 640 644 647 rBV3 461 439 0.04% 0.004%
10 3.127 647 649 655 rv3 440 352 0.04% 0.003%
11 3.169 660 662 664 rBv2 608 3106 0.03% 0.003%
12 3.246 682 686 688 rvv2 331 329 0.03% 0.003%
13 3.317 705 708 715 rVVve6 281 351 0.04% 0.003%
14 3.355 718 720 724 rVB3 480 311 0.03% 0.003%
15 3.439 739 746 749 rBvV4 492 511 ©.05% 0.005%
16 3.487 757 761 766 rVB4 737 612 0.06% ©0.006%
17 3.513 766 769 775 rBv4 457 551 0.06% 0.005%
18 3.545 775 779 783 rVB2 485 458 0.05% 0.004%
19 3.581 786 790 793 rVB4 484 430 0.04% 0.004%
20 3.629 800 805 808 rBv4 299 313 0.03% 0.003%
21 3.744 837 841 844 rVB5S 395 290 0.03% 0.003%
22 3.761 844 846 852 rVB3 599 518 0.05% 0.005%
23 3.815 852 863 909 rBV2 57657 257564 26.11%  2.497%
24 4.253 982 999 1027 rBV 144729 396995 40.24%  3.849%
25 4.526 1080 1084 1087 rBV5 506 383 0.04% 0.004%
26 4.806 1168 1171 1173 rVV2 906 764 0.08% 0.007%
27 4.822 1174 1176 1185 rVB4 1332 1283 0.13% 0.012%
28 4.957 1201 1218 1244 rBvV2 381835 986624 100.00% 9.567%
29 5.413 1356 1360 1365 rVB5 973 1146 0.12% 0.011%
30 5.478 1378 1380 1384 rvVvB3 494 297 0.03% 0.003%
31 5.535 1384 1398 1425 rBV 312620 693380 70.28% 6.723%
32 5.757 1463 1467 1469 rVv2 621 477 0.05% 0.005%
33 5.831 1478 1490 1509 rBV3 13355 31236 3.17% 0.303%
34 5.931 1514 1521 1526 rBV4 2215 3586 ©.36% 0.035%
35 5.992 1527 1540 1567 rVB 216653 474485 48.09% 4.601%
36 6.281 1624 1630 1633 rBV6 561 518 ©0.05% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83123\
Data File : VV031967.D

Acqg On : 31 Aug 2023 17:27

Operator : SY/MD

Sample : 04235-09ME

Misc : 5.84g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 13  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 6.320 1638 1642 1645 rVB4 469 276 0.03% 0.003%
38 6.542 1703 1711 1715 rBV5 473 647 0.07% ©0.006%
39 6.571 1715 1720 1721 rBV3 1698 1205 0.12% 0.012%
40 6.664 1747 1749 1752 rBV3 444 377 0.04% 0.004%
41 6.850 1796 1807 1812 rBV6 1013 1973 0.20% 0.019%
42 6.918 1816 1828 1853 rBV 119542 245353 24.87% 2.379%
43 7.137 1887 1896 1903 rBV5 1531 2720 0.28% 0.026%
44  7.246 1918 1930 1956 rBV = 412311 759908 77.02% 7.368%
45  7.503 2005 2010 2017 rBv4 2076 3150  0.32% 0.031%
46  7.561 2018 2028 2054 rVV 79015 164041 16.63% 1.591%
47  7.793 2095 2100 2106 rVB5 936 1053 0.11% 0.010%
48 7.825 2106 2110 2112 rBV3 504 321 0.03% 0.003%
49 7.873 2122 2125 2128 rBV3 652 469 0.05% 0.005%
50 7.915 2128 2138 2149 rVB4 10125 18203 1.84% 0.177%
51 8.043 2167 2178 2180 rBV 80302 105802 10.72% 1.026%
52 8.339 2267 2270 2272 rBV3 581 344 0.03% 0.003%
53  8.397 2277 2288 2298 rw7 2825 5635 ©.57% 0.055%
54  8.474 2310 2312 2315 rVvB3 809 343 0.03% 0.003%
55 8.606 2345 2353 2360 rBV5 2294 3384 0.34% 0.033%
56 8.696 2378 2381 2384 rBvV2 390 299 0.03% 0.003%
57 8.731 2384 2392 2399 rVB6 1558 2675 0.27% 0.026%
58 8.789 2399 2410 2439 rBV 458567 871754 88.36%  8.453%
59 9.005 2474 2477 2480 rBV3 645 453 0.05% 0.004%
60 9.082 2498 2501 2502 rBV3 1253 584 0.06% 0.006%
61 9.146 2513 2521 2531 rVB4 5924 8771 0©.89% 0.085%
62 9.233 2545 2548 2551 rBV4 505 378 0.04% 0.004%
63 9.265 2551 2558 2564 rVVe6 655 1096 0.11% 0.011%
64 9.301 2566 2569 2573 rVB4 540 405 0.04% 0.004%
65 9.358 2583 2587 2590 rBV3 730 590 0.06% 0.006%
66 9.407 2600 2602 2603 rBV 582 264 0.03% 0.003%
67 9.487 2622 2627 2629 rBv4 1163 997 0.10% 0.010%
68 9.513 2632 2635 2636 rBV3 659 371 0.04% 0.004%
69 9.561 2648 2650 2654 rVB4 662 354 0.04% 0.003%
70  9.583 2654 2657 2661 rVB3 713 520 0.05% 0.005%
71  9.616 2661 2667 2669 rBV5 1086 1060 0.11% 0.010%
72 9.654 2669 2679 2689 rBV7 3483 6145 0.62% 0.060%
73 9.702 2691 2694 2696 rBvV3 689 545 0.06% 0.005%
74  9.899 2752 2755 2757 rBV4 547 341 0.03% 0.003%
75 9.960 2768 2774 2781 rBV5 2815 4525 0.46% 0.044%
76 10.030 2791 2796 2800 rBV3 2924 3323 0.34% 0.032%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83123\
Data File : VV031967.D

Acqg On : 31 Aug 2023 17:27

Operator : SY/MD

Sample : 04235-09ME

Misc : 5.84g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 13  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 10.165 2821 2838 2859 rBV 288540 546941 55.44% 5.303%
78 10.394 2903 2909 2918 rBV7 2693 4146  0.42% 0.040%
79 10.455 2918 2928 2933 rBV9 5377 9068 0.92% 0.088%
80 10.522 2941 2949 2967 rVB 48721 78580 7.96% 0.762%
81 10.825 3035 3043 3050 rBV3 16524 24888 2.52% 0.241%
82 10.976 3083 3090 3096 rBV7 4332 6643 0.67% 0.064%
83 11.098 3122 3128 3136 rVB4 7390 9809 ©.99% 0.095%
84 11.194 3147 3158 3178 rBV 582169 931381 94.40% 9.031%
85 11.410 3218 3225 3234 rVB3 13463 18454 1.87% 0.179%
86 11.571 3264 3275 3294 rVB 476800 777980 78.85% 7.544%
87 11.735 3318 3326 3344 rVB 149972 222753 22.58% 2.160%
88 12.069 3423 3430 3438 rBv4 16109 24814  2.52%  0.241%
89 12.313 3498 3506 3512 rBV2 33286 53225 5.39% 0.516%
90 12.410 3529 3536 3543 rBV3 40860 59061 5.99% 0©.573%
91 12.452 3544 3549 3556 rVB2 29662 36739 3.72% 0.356%
92 12.535 3570 3575 3582 rVB 20502 24736 2.51% 0.240%
93 12.831 3658 3667 3685 rVB 300941 451346 45.75% 4.376%
94 12.985 3708 3715 3739 rVB2 83259 160891 16.31% 1.560%
95 13.587 3892 3902 3915 rBV3 81304 147618 14.96% 1.431%
96 13.847 3975 3983 3997 rVB 339349 486978 49.36% 4.722%
97 14.792 4270 4277 4286 rVB 261835 349831 35.46%  3.392%
98 15.365 4448 4455 4463 rBvV2 89015 121299 12.29% 1.176%
99 15.680 4546 4553 4562 rVB 154772 202779 20.55% 1.966%
100 16.519 4809 4814 4822 rVB2 23254 29508 2.99% 0.286%
Sum of corrected areas: 10313248
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083123\
Data File : VV@31967.D

Acqg On : 31 Aug 2023 17:27

Operator : SY/MD

Sample : 04235-0Q9ME

Misc : 5.84g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 13  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

Abundance TIC: VV031967.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083123\
Data File : VV@31967.D

Acqg On : 31 Aug 2023 17:27

Operator : SY/MD

Sample : 04235-0Q9ME

Misc : 5.84g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 13  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

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 (DEL) Alkane: Straight-Chai... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.522 4.22 ug/L 78580 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 95
2 Decane 142 C1eH22 000124-18-5 94
3 Decane 142 C1OH22 000124-18-5 94
4 Decane 142 C10H22 000124-18-5 91
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 2949 (10.522 min): VV031967.D\data.ms (-2941) (-

m/z 57.05 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083123\
Data File : VV@31967.D

Acqg On : 31 Aug 2023 17:27

Operator : SY/MD

Sample : 04235-0Q9ME

Misc : 5.84g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 13  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

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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.735 11.96 ug/L 222753 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Undecane 156 C11H24 001120-21-4 93
3 Undecane 156 C1l1H24 001120-21-4 91
4 Undecane 156 C1l1H24 001120-21-4 91
5 Decane 142 C10H22 000124-18-5 90
Abundance Scan 3326 (11.735 min): VV031967.D\data.ms (-3318) (- m/z 57.10 100.00%
57.1
5000
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L =
39‘ H ‘ “ 113.1 156.2 11.50 12.00
e S m/z 43.05 84.03%
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O\\\‘\‘\\\‘\\\“\‘\‘}\“!‘\\\H‘\\U\‘\‘\\\‘\\\l‘\
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2o JLn
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e o
0 ““‘L“Ui“‘H‘Jt“l““‘““““““1‘
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5000 71.0
L O i e PN
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083123\
Data File : VV@31967.D

Acqg On : 31 Aug 2023 17:27

Operator : SY/MD

Sample : 04235-0Q9ME

Misc : 5.84g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 13  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

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 4 (DEL) Alkane: Cyclic12.313 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.313 2.86 ug/L 53225 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 68
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 58
4 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 53
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 52

Abundance Scan 3506 (12.313 min): VV031967.D\data.ms (-3498) (-  m/z 83.05 100.00%

55.0 83.0
5000
— —
10701261 154.1 12.00 12.50
ol A N R m/z 55.00 90.09%
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5000 — ——
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O\\\‘\‘}‘\\‘H‘\\\w\\“1\\\“]\-%:!“\0‘\\\\‘\\\‘\‘\\\\
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Abundance #13251: Cyclohexane, (1-methylethyl)-
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AR, AR
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24.0 126.0
0 H"WL‘MW‘MW‘J‘WW“‘_““N‘“‘H““H
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Abundance #31433: Cyclohexane, pentyl- “ T
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55.0 m/z 69.05 39.38%
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ot b Lz TC T T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83123\
Data File : VV@31967.D

Acqg On : 31 Aug 2023 17:27

Operator : SY/MD

Sample : 04235-0Q9ME

Misc : 5.84g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 5 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.410 3.17 ug/L 59061 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 60
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 60
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 60
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 60
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 60

Abundance Scan 3536 (12.410 min): VV031967[Ndmarns(3529)( m/z 119.10 100.00%
19.1

43.0 711
5000 95.0 152 2 j\ W
AVIPLAVEAON
‘ ‘ 12.50
01 ‘WJMH HHJ‘W“J“ m/z 71.10 86.96%
miz--> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 S U
12.50
91.0 m/z 43.00 80.66%
410 g3 ‘
0 \\\‘\‘\\\“\\‘1‘\“1.‘\\\‘M‘\\\\‘m\\{“l\\\“\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
s
12.50
5000 ITI/Z 41.00 64.30%
39.0 970
650
ol 150 T 080 L Ll aseo
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- —5
119.0 12.50
m/z 57.00 58.26%
5000
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39.0 65.0 ‘
ol 180 L Tl b b L A
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083123\
Data File : VV@31967.D

Acqg On : 31 Aug 2023 17:27

Operator : SY/MD

Sample : 04235-0Q9ME

Misc : 5.84g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 13  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

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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.831  24.23 ug/L 451346  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 Dodecane 170 C12H26 000112-40-3 87
3 Tridecane 184 C13H28 000629-50-5 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Tridecane 184 C13H28 000629-50-5 80

Abundance Scan 3667 (12.831 min): VV031967.D\data.ms (-3658) (-  m/z 57.05 100.00%
57.0

3
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12.50 13.00
119.1 170.2
oHwm‘H‘mHuH“MHHHWw\ml‘f“lwlw_wwm m/z 43.05 84.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45478: Dodecane
57.0
5000 T =
85.0 12.50 13.00
m/z 71.05 55.53%
29.0
NN 1120 1410 1700
O\\\‘\‘\\\‘\\\\‘\\‘\\“1\\\”‘\\“\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45481: Dodecane
57.0
— =
12.50 13.00
5000 ITI/Z 41.00 44 ,35%
85.0
29.0
0 H“‘M‘Hﬁ“h“m‘,“‘W_‘U“‘H“““_“““
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59029: Tridecane 3 —

57.0 12.50 13.00
m/z 85.05 31.72%

5000
85.0

29.0

Lm0 e s

T
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00

B
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083123\
Data File : VV@31967.D

Acqg On : 31 Aug 2023 17:27

Operator : SY/MD

Sample : 04235-0Q9ME

Misc : 5.84g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 13  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

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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.985 8.64 ug/L 160891 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 95
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 87
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 87
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 70

Abundance Scan 3715 (12.985 min): VV031967.D\data.ms (-3708) (-~  m/z 57.10 100.00%
57.1

a—
uﬂ 97'0 1320  166.1 13,90
O SOl W P20 18 sz 71010 41.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 IR
13.00
200 98.0 m/z 43.05 40.62%
0\\‘\”‘\\“‘\\\‘H“\\“7\9‘.9\\\““\\1‘\’\\\].\4‘1\.\0\\‘\\\}‘8\4.;()\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
=
13.00
5000 ITI/Z 41.05 28.87%
29.0
‘ 98.0
O e 4790 L3410 1690
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl- -
57.0 13.00
m/z 56.05 17.38%
5000
Obor i b 789 Tl 1410 1690 e
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083123\
Data File : VV@31967.D

Acqg On : 31 Aug 2023 17:27

Operator : SY/MD

Sample : 04235-0Q9ME

Misc : 5.84g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 13  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

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 8 Sulfurous acid, dodecyl 2-e... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.586 7.92 ug/L 147618 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 86
2 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 72
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 72
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 72
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
Abundance Scan 3902 (13.587 min): VV031967.D\data.ms (-3892) (-  m/z 57.05 100.00%
57.0
T 7
‘ o4 11\\31 155.2 13.50
Obrrrrrelhrili ol g L 195218302071 0 7119 81.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #271596: Sulfurous acid, dodecyl 2-ethylhexyl ester
57.0
5000 sELSS :
13.50
m/z 43.05 55.89%
290 85.0 113.0
O \‘\‘\‘\\‘\\\h‘\\h}\“\‘\\\“\\1\‘\\\\‘\\\\]‘-\6\‘9\\0‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59070: Undecane, 6,6-dimethyl-
57.0
T 7
13.50
5000 m/z 41.00 33.71%
113.0
29.0
oL 80 | 1410 1700
w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107223: Tridecane, 5-propyl- —
57.0 13.50
m/z 56.00 22.38%
5000
85.0
oh 200 L i L L aat0 1830 aeg )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083123\
Data File : VV@31967.D

Acqg On : 31 Aug 2023 17:27

Operator : SY/MD

Sample : 04235-0Q9ME

Misc : 5.84g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 13  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

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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.847 26.14 ug/L 486978 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tridecane 184 C13H28 000629-50-5 94
3 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 86

Abundance Scan 3983 (13.847 min): VV031967.D\data.ms (-3975) (- m/z 57.10 100.00%
57.1

5000
85.1
= e
13.50 14.00
1311 184.2
oHWH‘WwH‘_“‘mu“Hul‘%l‘”““1‘5‘5‘2“”_” m/z 43.10 79.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59026: Tridecane
57.0
2000 1350 1400
29.0 85.0 : : .
m/z 71.10 57.56%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘!\\
m/z--> 40 60 80 100 120 140 160 180
Abundance #59029: Tridecane
57.0
= e
13.50 14.00
5000 m/z 41.00 40.30%
85.0
29.0
““““‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59049: Undecane, 2,3-dimethyl- . —
43.0 13.50 14.00
m/z 85.10  35.78%
71.0
5000
99.0 140.0
ol L e
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083123\
Data File : VV@31967.D

Acqg On : 31 Aug 2023 17:27

Operator : SY/MD

Sample : 04235-0Q9ME

Misc : 5.84g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 13  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

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@ (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.792  18.78 ug/L 349831 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 98
2 Tetradecane 198 C14H30 000629-59-4 97
3 Tetradecane 198 C14H30 000629-59-4 91
4 Hexadecane 226 Cl6H34 000544-76-3 87
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 4277 (14.792 min): VV031967.D\data.ms (-4270) (- m/z 57.10 100.00%
57.1
- o M\/JJLA
— —
14.50 15.00
112.1 198.3
o“‘_“w"w"W‘w"ﬂ“u‘w%éﬁ?w%99?_“w“w m/z 43.05 77.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
5000 — =
85.0 14.50 15.00
290 m/z 71.10 61.07%
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane
57.0
— .
14.50 15.00
5000 85.0 m/z 41.00 41.12%
29.0
0 Ll 1130 1410 1600 1980
A B o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74004: Tetradecane T ——
57.0 14.50 15.00
m/z 85.10 38.81%
5000 85.0
29.0
0 \‘ | | 130 1410 1690 1980
H“H",H"_“‘_“W“‘W“H“‘H“H‘“H“H“ — .
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083123\
Data File : VV@31967.D

Acqg On : 31 Aug 2023 17:27

Operator : SY/MD

Sample : 04235-0Q9ME

Misc : 5.84g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 13  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

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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.365 6.51 ug/L 121299 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86

Abundance Scan 4455 (15.365 min): VV031967.D\data.ms (-4448) (- m/z 57.10 100.00%
57.1

5000 sed M
113 1 00 15.50
‘ H “ 14%2 1832511 2 15.00 15.50
omwum‘ummmw_uu,mw_wuww,wwww m/z 43.00 89.03%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
5000 — —
85.0 15.00 15.50
29.0 m/z 71.10 83.01%
H\‘HH‘HH‘HH‘HH‘HH‘HH’HH‘\H\‘HH‘HH’HH‘\H\‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74004: Tetradecane
57.0
— —T
15.00 15.50
5000 85.0 ITI/Z 85.10 43.00%
29.0
H‘_H‘_H‘_H‘_‘H_‘H_‘HV‘H_‘H‘HH‘HH,HH‘HH‘H‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107220: Hexadecane —_ T
57.0 15.00 15.50
m/z 41.05 40.62%
5000 85.0
29.0
o bbb L L 180141.0169.0197.0226.0
R NRARRILAR _H‘_‘HM‘HM‘HM‘HM‘HM‘H‘HH,HH‘HH‘HH — ——
m/z--> 20 40 60 80 100120140160180200220240260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083123\
Data File : VV@31967.D

Acqg On : 31 Aug 2023 17:27

Operator : SY/MD

Sample : 04235-0Q9ME

Misc : 5.84g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 13  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

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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.680 10.89 ug/L 202779 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Pentadecane 212 C15H32 000629-62-9 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Tridecane 184 C13H28 000629-50-5 90
5 Tetradecane 198 C14H30 000629-59-4 90

Abundance Scan 4553 (15.680 min): VV031967.D\data.ms (-4546) (-  m/z 57.10 100.00%
57.1

1550  16.00
99.1 . .
212.3 .
om_m\‘;mh,”“uMM_wlf‘??ﬁ??f”H_WW_W%?‘&-; m/z 43.10  78.34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90192: Pentadecane
57.0
5000 —T =
15.50 16.00
99.0 m/z 71.10 63.72%
O\\\2‘3‘\\‘\H!’H}\“!‘\H““HU\‘\“\1\%‘]\_\\0\‘\\]\-\8’\3\9‘2\]\-6‘C\J\H‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90189: Pentadecane
57.0
T =
15.50 16.00
5000 ITI/Z 85.10 41.42%
99.0
ol A h 4410 18302120
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74005: Tetradecane 7 e
57.0 15.50 16.00
m/z 41.00 38.06%
B w\/
0 27‘ “\ \‘\gﬁo\\ \1410 19\80
‘H_Hw‘HWHH‘HH_H‘_HWH‘WHHM‘HMHWH‘WHHM‘HM‘ —— —
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83123\
Data File : VV031967.D

Acqg On : 31 Aug 2023 17:27

Operator : SY/MD

Sample : 04235-0Q9ME

Misc : 5.84g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 13  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|
(DEL) Alkane: S... 10.522 4.2 ug/L 78580 3 11.194 931381 50.0
(DEL) Alkane: S... 11.735 12.0 ug/L 222753 3 11.194 931381 50.0
(DEL) Alkane: C... 12.313 2.9 ug/L 53225 3 11.194 931381 50.0
Benzene, 1,2,3,... 12.410 3.2 ug/L 59061 3 11.194 931381 50.0
(DEL) Alkane: S... 12.831 24.2 ug/L 451346 3 11.194 931381 50.0
(DEL) Alkane: S... 12.985 8.6 ug/L 160891 3 11.194 931381 50.0
Sulfurous acid,... 13.586 7.9 ug/L 147618 3 11.194 931381 50.0
(DEL) Alkane: S... 13.847 26.1 ug/L 486978 3 11.194 931381 50.0
(DEL) Alkane: S... 14.792 18.8 ug/L 349831 3 11.194 931381 50.0
(DEL) Alkane: S... 15.365 6.5 ug/L 121299 3 11.194 931381 50.0
(DEL) Alkane: S 15.680 10.9 ug/L 202779 3 11.194 931381 50.0
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