LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 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_ X\Method\SFAMXLM112221WMA.M
Title : VOC Analysis

Signal : TIC: VX@25573.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.240 22 25 26 rBV 3090 2816 ©0.83% 0.075%
2 1.264 27 29 42 rVB2 9079 18195 5.37% 0.482%
3  1.368 43 46 52 rVB 36672 40537 11.96% 1.074%
4 1.563 69 78 79 rBVS 3364 7473  2.21% ©.198%
5 1.648 89 92 97 rVB 21093 25180 7.43% 0.667%
6 1.709 99 102 106 rVB 14255 14952 4.41% 0.396%
7 2.276 189 195 207 rBV 63157 109927 32.44%  2.913%
8 2.752 263 273 276 rBV3 2956 7032 2.08% 0.186%
9 2.947 297 305 315 rBV 5776 16440 4.85% 0.436%
106 3.075 322 326 333 rVB4 4089 8041 2.37% 0.213%
11  3.428 377 384 392 rVB3 1782 4199 1.24% 0.111%
12 4,288 515 525 535 rBv2 8381 23433 6.92% 0.621%
13 4.495 549 559 592 rBV 14234 69320 20.46% 1.837%
14 5.068 640 653 667 rBV 38545 132070 38.98%  3.499%
15 5.464 704 718 730 rVB5S 9722 33692 9.94% 0.893%
16 5.611 730 742 750 rBv4 2963 9219 2.72% 0.244%
17 5.824 767 777 785 rVB6 2600 7992  2.36% 0.212%
18 5.970 790 801 819 rBvV2 116122 338814 100.00% 8.977%
19 6.153 824 831 839 rVvVeé 3565 9951 2.94% 0.264%
20 6.245 841 846 854 rVW2 3212 8113 2.39% 0.215%
21 6.355 854 864 876 rVB5 7773 24925 7.36% 0.660%
22 6.604 898 905 911 rBVS 2377 5488 1.62% 0.145%
23 6.763 922 931 944 rBV 79861 202357 59.73% 5.362%
24 7.220 999 1006 1011 rBV5S 870 2171 ©0.64% ©.058%
25 7.312 1012 1021 1027 rBV 63374 153184 45.21% 4.059%
26 7.653 1071 1077 1083 rBV4 3028 5828 1.72% 0.154%
27 7.769 1090 1096 1103 rBV3 3875 7744  2.29%  0.205%
28 7.952 1120 1126 1133 rBVS 4478 8844 2.61% 0.234%
29 8.275 1175 1179 1182 rBV 3824 5647 1.67% 0.150%
30 8.330 1182 1188 1201 rVB 35949 66867 19.74% 1.772%
31 8.433 1201 1205 1212 rVB2 1638 2735 0.81% 0.072%
32 8.598 1226 1232 1234 rBV3 8872 14558 4.30% 0.386%
33 8.653 1235 1241 1248 rW 167775 282350 83.33% 7.481%
34 8.720 1248 1252 1257 rW 24715 36649 10.82% 0.971%
35 8.775 1257 1261 1264 rVB4 3750 5872 1.73% 0.156%
36 8.817 1264 1268 1270 rBV4 1709 2651 0.78% 0.070%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 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_ X\Method\SFAMXLM112221WMA.M
Title : VOC Analysis
37 8.909 1278 1283 1287 rBV 4991 8098 2.39% 0.215%
38 8.958 1287 1291 1301 rVvB3 24187 54055 15.95% 1.432%
39 9.104 1310 1315 1322 rVB2 3189 4886 1.44% 0.129%
40 9.403 1356 1364 1376 rBV 89109 157595 46.51% 4.176%
41  9.512 1377 1382 1386 rBv4 3699 6359 1.88% 0.168%
42 9.561 1386 1390 1395 rBV 10774 14845 4.38% 0.393%
43 9.616 1395 1399 1404 rBV 12973 19319 5.70% 0.512%
44  9.762 1418 1423 1427 rBV2 1949 2771 0.82% 0.073%
45  9.817 1427 1432 1440 rVV3 7976 14839 4.38% 0.393%
46 9.903 1442 1446 1451 rVB2 3089 4330 1.28% 0.115%
47 10.012 1458 1464 1466 rBvV2 2571 3703 1.09% 0.098%
48 10.061 1466 1472 1478 rVV 158163 240360 70.94% 6.369%
49 10.128 1480 1483 1487 rVB 3310 4495 1.33% 0.119%
50 10.195 1487 1494 1499 rBV 10738 15686 4.63% 0.416%
51 10.305 1499 1512 1517 rVWV 57694 90345 26.67% 2.394%
52 10.360 1517 1521 1530 rVB2 10695 17183 5.07% 0.455%
53 10.592 1549 1559 1563 rBV5 3868 7228 2.13% 0.192%
54 10.646 1563 1568 1576 rVB 41559 56147 16.57% 1.488%
55 10.781 1581 1590 1594 rBV3 10562 19367 5.72% 0.513%
56 10.860 1598 1603 1606 rvv3 6353 10068 2.97% 0.267%
57 10.896 1606 1609 1614 rvVB2 8788 11266 3.33% 0.299%
58 10.963 1616 1620 1625 rBV 7191 9749  2.88% 0.258%
59 11.116 1642 1645 1651 rVB5 4760 8341 2.46% 0.221%
60 11.195 1651 1658 1670 rBV ~ 122998 172303 50.85% 4.565%
61 11.311 1670 1677 1680 rBV 7939 11733 3.46% 0.311%
62 11.384 1685 1689 1695 rvv2 10094 17191 5.07% 0.455%
63 11.457 1695 1701 1702 rVWV 7578 11257 3.32% 0.298%
64 11.482 1702 1705 1714 rVB 14563 19224 5.67% 0.509%
65 11.616 1723 1727 1733 rVB 9549 12060 3.56% 0.320%
66 11.713 1740 1743 1746 rW 9807 12303 3.63% 0.326%
67 11.756 1746 1750 1760 rVB 28068 38295 11.30% 1.015%
68 11.866 1760 1768 1770 rBV4 2263 5316 1.57% 0.141%
69 11.896 1770 1773 1776 rVB 4238 5261 1.55% 0.139%
70 11.975 1783 1786 1789 rVB3 4263 5446 1.61% 0.144%
71 12.024 1789 1794 1800 rBV 199267 246047 72.62% 6.519%
72 12.091 1801 1805 1812 rVB2 14691 22303 6.58% 0.591%
73 12.268 1832 1834 1837 rVB2 2824 2848 0.84% 0.075%
74 12.323 1837 1843 1850 rVB 216242 272527 80.44% 7.221%
75 12.427 1855 1860 1864 rBV 19587 24086 7.11% 0.638%
76 12.469 1864 1867 1874 rVB4 4013 5706 1.68% 0.151%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 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_ X\Method\SFAMXLM112221WMA.M
Title : VOC Analysis
77 12.536 1874 1878 1880 rBV 3578 4711  1.39% 0.125%
78 12.719 1905 1908 1913 rVB5 2862 4926 1.45% 0.131%
79 12.768 1913 1916 1919 rBVS5S 1685 2132 0.63% 0.056%
80 12.890 1933 1936 1939 rBV3 2658 3662 1.08% 0.097%
81 12.975 1946 1950 1956 rVB5 5868 8909 2.63% 0.236%
82 13.042 1956 1961 1964 rBV4 2252 3920 1.16% 0.104%
83 13.164 1975 1981 1983 rBV4 1463 2706 0.80% 0.072%
84 13.268 1994 1998 2006 rVB2 22982 30873 9.11% 0.818%
85 13.384 2014 2017 2021 rBV 9685 11475 3.39% 0.304%
86 13.579 2046 2049 2054 rBV6 2340 3468 1.02% 0.092%
87 13.780 2077 2082 2088 rVB 40146 55360 16.34% 1.467%
88 13.847 2088 2093 2097 rVB 16923 20726 6.12% 0.549%
89 14.042 2120 2125 2128 rBV 26189 31283 9.23% 0.829%
990 14.103 2132 2135 2138 rBVS 2997 4052 1.20% 0.107%
91 14.505 2197 2201 2207 rVB5 7055 10284 3.04% 0.272%
92 14.573 2207 2212 2215 rBV7 1865 3036 0.90% 0.080%
93 14.615 2215 2219 2220 rBV 11479 12476 3.68% 0.331%
94 14.640 2220 2223 2227 rVB 32744 37936 11.20% 1.005%
95 14.755 2238 2242 2244 rVW 26467 32449 9.58% 0.860%
96 14.780 2244 2246 2253 rVB 32687 39945 11.79% 1.058%
97 15.213 2313 2317 2323 rVB2 16803 21507 6.35% 0.570%
98 15.493 2358 2363 2368 rVB2 15834 23709 7.00% 0.628%
99 15.615 2379 2383 2386 rBV2 7030 9846 2.91% 0.261%
100 16.377 2502 2508 2516 rBvV 7908 14593 4.31% 0.387%
Sum of corrected areas: 3774191
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VX025573.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 13
R.T. EstConc Area Relative to ISTD R.T.
1.264 4.50 ug/L 18195 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 56
2 Isobutane 58 C4H1e 000075-28-5 9
3 Isobutane 58 C4H10 000075-28-5 9
4 Isobutane 58 C4H10 000075-28-5 9
5 Isobutane 58 C4H10 000075-28-5 5

Abundance  Scan 29 (1.264 min): VX025573.D\data.ms (-27) (-) m/z 43.10 100.00%

43.1
5000 /ﬂﬂwJ\v
T e e
‘ 570 120 140 160

\HHH‘\\H‘H\\‘HH‘HH‘HH’HH‘H\\‘\H‘\’H \‘HH‘HH’\M\‘HH‘HH m z 41.10 54. 360
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
1.709 3.69 ug/L 14952  1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 72
2 Butane, 2-methyl- 72 C5H12 000078-78-4 64
3 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 33
4 Pentane 72 C5H12 000109-66-0 28
5 Butane, 1-isocyano- 83 C5HON 002769-64-4 22
Abundance  Scan 102 (1.709 min): VX025573.D\data.ms (-99) (-) m/z 41.10 100.00%
411 57.0
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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: Cyclic4.288 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.288 5.79 ug/L 23433  1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4 004076-36-2 64
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 50
Abundance Scan 525 (4.288 min): VX025573.D\data.ms (-515) (-) m/z 56.10 100.00%
56.1
5000 41.0 69.0 A
T AR
H 84.2 4.00 4.20 4.40 4.60
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\‘\\\‘\“\\\\‘\\‘\\‘\\ mz 4106 39 590
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5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
69.0 4.00 4.20 4.40 4.60
27.0 9
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\\\]_‘\o\\\‘]\-\s\(\)‘\\\u‘\\\\‘\‘\\\‘\w\‘\\\‘}‘\\\\‘\!\\‘\\
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R o e e B o
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m/z 39.00 20.87%
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H“m“W_Ww_hw o N ST 1 Y
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.355 6.16 ug/L 24925 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptene 98 C7H14 000592-76-7 87
2 Isopropylcyclobutane 98 C7H14 000872-56-0 87
3 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 68
4 1-Heptene 98 C7H14 000592-76-7 64
5 1-Heptene 98 C7H14 000592-76-7 64
Abundance Scan 864 (6.355 min): VX025573.D\data.ms (-854) (-) m/z 56.10 100.00%
' 70.1
5000
83.1 98.1 /J\
R S R ERRAR!
‘ ‘ 6.00 6.20 6.40 6.60
‘w“u“w“w“_‘hwﬂl“‘HM‘H“ﬁ‘cw“H“H‘ m/z 41.18  85.82%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3706: 1-Heptene
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29.0 /\
5000 70.0 0 A N 8
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m/z 70.10 79.14%
‘ 83.0 98.0
\\’\\\.\‘\\}!‘\\\}}\‘\\\“\H \‘\\\‘}“\\\\‘\‘\\\‘\\\\‘\\\\
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R R
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5000 27.0
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Abundance #3804: Cyclopentane, 1,2-dimethyl- 1 ‘_“W“H,‘H‘ﬁu‘m_
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m/z 69.00 54.80%
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5000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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: Cyclic8.598 Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
8.598 3.03 ug/L 14558  Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 91
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
5 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 90
Abundance Scan 1232 (8.598 min): VX025573.D\data.ms (-1226) (-) m/z 97.10 100.00%
97.1
55.1
5000
41.1 112.1
69.1 “H‘_‘H“H‘_‘H“
H\ ‘ M 83.1 8.20 8.40 8.60 8.80 9.00
et L m/z s5.18 63.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 /\[/\\/\\r\\\‘uu‘uu‘uu‘u
41.0 112.0 8.20 8.40 8.60 8.80 9.00
69.0 m/z 112.10  32.83%
O
| I
\H‘HH‘\H\’\\H‘\\H‘H\\‘H\\‘\H\‘\H\‘\\H‘H\\‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55.0 97.0
A
e
8.20 8.40 8.60 8.80 9.00
m/z 41.10 28.47%
5000 410
112.0
27.0 69.0
14.0 83.0
R R L e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans- _“‘_“‘_“‘_“‘_‘
55.0 97.0 8.20 8.40 8.60 8.80 9.00
m/z 56.10 20.14%
5000
41.0 112.0
69.0
o Wi WA
‘H‘H‘w‘H‘W‘H‘wu‘wwH‘H‘w‘u“M‘W‘ﬂlw‘u‘u“_ _mAﬂA‘H“‘H“H“H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 (DEL) Alkane: Cyclic9.561 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
9.561 3.09 ug/L 14845  Chlorobenzene-d5 10.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
5 2-Hexene, 2,4-dimethyl- 112 C8H16 014255-23-3 59
Abundance Scan 1390 (9.561 min): VX025573.D\data.ms (-1386) (-) m/z 83.00 100.00%
83.0
55.1
5000
41.0
112.2 i ‘
o | o
\\‘\\\\‘\\\\‘\\\\‘N\\\‘\‘}\\‘\\\\“\\\\“\}\\‘\\\\‘\\\\‘\\\\‘\ m/z 55.16 68.340
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536: Cyclohexane, ethyl-
83.0
55.0 /\ /‘
5000 \”\/\\‘ . \/\\/\”\'\/‘I\
41.0 9.50
112.0 m/z 82.10  49.48%
27.0 69.0
\\‘\\\\‘\\\‘\“\\\\““\\\‘\‘}1\‘\\\‘\‘i\\\\‘\1\\‘\9\\7\.(‘)\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
83.0
T
55.0 950
5000 m/z 41.00 32.55%
41.0
112.0
27.0 69.0
97.0
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 JM
Abundance #7532: Cyclohexane, ethyl- Oopon | ey A’
55.0 83.0 9.50
m/z 112.20  25.51%
5000 21.0
112.0
il bl
H‘H"_‘“MH“HMHpﬂl‘w‘wﬁu“wlu‘u“_‘u‘m“_ — L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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: Cyclic9.616 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.616 4.02 ug/L 19319  Chlorobenzene-d5 10.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 87
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 87
3 1,1,4-Trimethylcyclohexane 126 CO9H18 007094-27-1 80
4 Isocytosine 111 C4H5N30 000108-53-2 64
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 62
Abundance Scan 1399 (9.616 min): VX025573.D\data.ms (-1395) (-) m/z 111.05 100.00%
111.1
69.0
5000 55.1
411 83.1 — A, —
‘ 9.50 10.00
126.2 .
\\‘HH‘HH‘HH“1\H“\‘\!‘\‘H‘\M}‘HH“‘\}\\‘HH‘HHH\H‘H\‘\‘H\ m/Z 69.05 69.007%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
55.0 A
5000 N : 950 ) 10.00
83.0 . :
m/z 55.10 39.15%
v |
\\‘HH‘H\M‘HH}H\H“\‘\\‘\‘H‘\‘\1H\‘\‘\}\\‘H\r‘\\\\‘l\\\‘]-\z\?\"()\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
69.0 111.0 /\ N
DOATLLAYAvWL"
9.50 10.00
55.0 m/z 41.10 23.36%
5000 41.0
83.0
210 97.0 126.0
T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\/M
Abundance #13234: 1,1,4-Trimethylcyclohexane R A L YLUA A“‘
69.0 111.0 9.50 10.00
m/z 83.10 22.82%
5000 55.0
41.0
27.0 83.0
S i TN P Wt O 0 OO | O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 23
R.T. EstConc Area Relative to ISTD R.T.
9.817 3.09 ug/L 14839  Chlorobenzene-d5 10.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 83
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 83
3 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 74
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 64
5 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 59
Abundance Scan 1432 (9.817 min): VX025573.D\data.ms (-1427) (-) 43.10 100.00%
3.1
5000 84.1 ]\/\
57.0 L
1l m ‘ ‘ 114 950 10.00
HWH‘_H‘_H‘_H‘_Hw‘HW‘HW‘HW‘HWH‘WH‘WH‘WH“ m/z 84.10  49.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14553: Heptane, 2,3-dimethyl-
43.0
5000 m ‘/\‘/\\rw\?(\\ (\\ T /\\ T M
9.50 10.00
84.0

270 57.0 m/z 41.10 46.12%
A

H‘ H H 99.0 113.0128.0
H’HH‘HH‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0 /\/b\
/\/\/\ /J\

950 10. 00
m/z 85.10 34.72%
5000 84.0 /
57.0
29.0
15.0 99.0 113.0 128.0
T T T T T T T e T
mlz--> 10 20 30 40 50 60 70 80 90 100110120130 [\ /\ /\
Abundance #14554: Heptane, 2,3-dimethyl- “ e
43.0 9.50 10.00
m/z 57.00 26.91%
5000
84.0
57.0
il \
o L 99011301280 VLB
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 20
R.T. EstConc Area Relative to ISTD R.T.
10.360 3.57 ug/L 17183  Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 64
2 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 59
3 Nonane 128 C9H20 000111-84-2 53
4 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 53
5 Nonane 128 C9H20 000111-84-2 52
Abundance Scan 1521 (10.360 min): VX025573.D\data.ms (-1517) (- m/z 43.05 100.00%
43.0
5000
(L)
(VONIPRS LS /V YA
H H ‘ 128.1 10.00 10.50
e e m/z 57.18  86.54%
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #14520: Nonane
43.0
\/\ /\m mh }\/\J\/\ /j
5000 TR EE S
10.00 10.50
85.0 m/z 41.00 51.23%
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance
57.0
1000 1050
5000 m/z 55.05 38.04%
97.0
29.0
12501530 1830 224.0253.
T T T T [T T T E T P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 f,\
Abundance #14521: Nonane il
43.0 1000 1050
m/z 85.10 36.37%
5000
85.0 /\
128.0
Ll
m/z--> 20 40 60 80 100120 140160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 1H-Indene, octahydro- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.781 4.03 ug/L 19367 Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro- 124 C9H16 000496-10-6 83
2 Cyclooctene, 3-methyl- 124 C9H16 013152-05-1 58
3 1H-Indene, octahydro-, cis- 124 C9H16 004551-51-3 58
4 Bicyclo[6.1.0]nonane 124 C9H16 000286-60-2 52
5 Cyclohexene, 4-propyl- 124 C9H16 013487-64-4 49
Abundance Scan 1590 (10.781 min): VX025573.D\data.ms (-1581) (- m/z 67.10 100.00%
67.1
81.1
41.0
5000
96.1 )\\ R
113.2 W‘m Hﬂ_nf\/
‘ ‘ ‘ | 10.50 11.00
H‘HH’\H\‘HH‘!‘H\“\H\MH‘\‘\“‘H\‘\“‘\‘\\‘HH‘HH“HH‘H‘H‘\H m/z 81.19 77.2900
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12159: 1H-Indene, octahydro-
67.0 81.0
96.0
41.0 /\
5000 b A An‘ [l A pﬁ“
10.50 11.00
124.0 m/z 57.10  76.66%
\\‘HH’\H\‘1\H“‘}H‘\‘\H‘HH‘H\‘\“ ‘H\‘H‘\‘\‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance A Aﬂ\
67.0 81.0
D UV
41.0 10.50 11.00
5000 96.0 m/z 82.10 68.18%
27.0
124.0
110.0
T T T e T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 \ /\/\\
Abundance #12189: 1H-Indene, octahydro-, cis- T
67.0 81.0 10.50 11.00
' m/z 41.00 55.16%
96.0
5000 41.0
27 0 124.0 M
,1100 /ﬂw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10 50 11 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 13 Benzene, 1l-ethyl-3-methyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.384 3.49 ug/L 17191 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 93
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 70
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 70
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 70

Abundance Scan 1689 (11.384 min): VX025573.D\data.ms (-1685) (- m/z 105.10 100.00%
105.1

5000
120.1 /\ M
J

55.0 8L.1
1.1 > ‘ 68.1 m ‘ 11.00 11.50

bbb I Wl msz 120,10 33.56%

m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
e

120.0 11.00 11.50
m/z 81.10  14.40%

0 B0 a0 M0UO
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\i\\‘\\\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance
%ol
a NI T
11.00 11.50
5000 ITI/Z 77 .00 11.87%
120.0
6.0 39.0 63.0 77.0 91.0
R R B M
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 A AA A
Abundance #10721: Benzene, 1-ethyl-4-methyl- — A AL ‘/
105.0 11.00 11.50
m/z 55.05 11.79%
5000
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 14 Benzene, 1,2,3-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.091 4.53 ug/L 22303 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Mesitylene 120 CO9H12 000108-67-8 95
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 1805 (12.091 min): VX025573.D\data.ms (-1801) (- m/z 105.05 100.00%
105.1
5000 120.1 J\
S0 W L N
H,HH,H‘wH‘MWHWUHWWL‘MHUM‘H”‘H‘ﬁM‘HmMH‘W m/z 120.10  49.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 1200 /\ el —
12.00
770 m/z 77.00 12.91%
51.0 " 91.0
\\’HH’\2\\7\.’0\\H"\\\\"‘\‘\\\“6\4\.’-\(\)‘\H‘H‘\H\“\H\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0 /\
L AA“A‘W ViNAl
12.00
m/z 119.10 11.40%
5000 120.0 /
77.0
15.0 39.0 63.0 91.0
R B A ma i e Aaana saa
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 [\/\
Abundance #10695: Mesitylene ‘ e Ly
105.0 12.00
m/z 91.10 11.25%
120.0
5000
w0 woromo I
S Y PR N N N 1 [ LA AL
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.427 4.89 ug/L 24086 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 95
2 Undecane 156 C11H24 001120-21-4 95
3 Undecane 156 C1l1H24 001120-21-4 81
4 Undecane 156 C1l1H24 001120-21-4 81
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 80
Abundance Scan 1860 (12.427 min): VX025573.D\data.ms (-1855) (| m/z 57.10 100.00%
57.1
5000 8 J\Nw«
o M»M
39,0 ‘ 113.2 156.2 12:50
\\\‘\\\\‘}\\” ‘\\‘\\‘\‘\\\‘M‘\\H\.‘\”\\\‘\\\\“\ m/Z 43.05 86.9200
miz--> 20 40 60 80 100 120 140 160
Abundance #33079: Undecane
57.0
An
5000 T
85.0 12.50
29.0 m/z 71.18 59.57%
o s
| il | in il
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 40 60 80 100 120 140 160
Abundance
57.0
12.50
5000 m/z 41.05 45 .89%
85.0
29.0
113.0 156.0
A o I maa
m/z--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane 1
57.0 12.50
m/z 85.10 35.18%
5000
85.0
29.0 ‘ ‘
S B Y P N L VY |V PRLY O
m/z--> 20 0 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.268 6.27 ug/L 30873 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 Dodecane 170 C12H26 000112-40-3 91
3 Tetradecane 198 C14H30 000629-59-4 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Dodecane 170 C12H26 000112-40-3 86

Abundance Scan 1998 (13.268 min): VX025573.D\data.ms (-1994) (- m/z 57.10 100.00%
57.1

5000 g5.1 Jk
/ o JUL

13.00 13.50
112.1 170.2
“‘_"Jﬂ‘mw‘“‘wﬂ‘ww“w‘%gg?‘u“‘u“‘u““ m/z 43.10  82.35%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
5000 e -
85.0 13.00 13.50
m/z 71.10 62.90%
29.0
L 120 440 1700
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance A
57.0
PO | L
13.00 13.50
5000 m/z 41.05 42.28%
85.0
29.0
112.0 141.0 170.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane T —
57.0 13.00 13.50
m/z 85.10 34.88%
5000 85.0
29.0
Lm0 a0 gese we0 [l
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 17 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.780  11.25 ug/L 55360 1,4-Dichlorobenzene-d4 12.024
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 90
5 Naphthalene 128 C10H8 000091-20-3 90
Abundance Scan 2082 (13.780 min): VX025573.D\data.ms (-2077) (- m/z 128.00 100.00%
128.0
5000
1350  14.00
64.0 102.0 - -
T T \3\9“.]\- \“\ T “‘1 T \“1”‘8\5‘\0\ T "‘\ T \M\ T ‘]\_5\0\(\) m/Z 127.10 12.2500
miz-> 20 40 60 80 100 120 140
Abundance #13686: Naphthalene
128.0
5000 SN LV S S
13.50 14.00
m/z 129.05 11.51%
0 o W0
L 1| 1 L
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
128.0
— —
13.50 14.00
5000 m/z 102.00 7.81%
51.0 102.0
27.0 74.0
s LA e e
miz--> 20 40 60 80 100 120 140
Abundance #13681: Azulene T ——
128.0 13.50 14.00
m/z 126.10 6.45%
5000
51.0 102.0
75.0
S LN WIS RN NN O | '
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.847 4.21 ug/L 20726  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 78
2 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 59
3 2-Decanol, 2-methylpropionate 228 C14H2802 1000447-30-4 50
4 Sulfurous acid, 2-ethylhexyl iso... 250 C12H2603S 1000309-18-7 50
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 50
Abundance Scan 2093 (13.847 min): VX025573.D\data.ms (-2088) (- m/z 57.10 100.00%
57.1
5000 JL
g5 1131 : Vi s
‘ ‘ H 1553 13.50 14.00
\‘HH‘HH“’M\\‘"HH}\"‘!\‘H“’\‘\‘H‘\‘\H‘HH‘.HH‘HH‘HH‘ m/Z 71.10 89.6400
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #33087: Decane, 2-methyl-
43.0
71.0 /\
5000 s AL s
13.50 14.00
m/z 43.05 58.35%
113.0
141.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
T =
13.50 14.00
5000 85.0 m/z 41.05 32.77%
29.0 113.0
T e T e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #109332: 2-Decanol, 2-methylpropionate — T
71.0 13.50 14.00
43.0
m/z 56.10 23.87%
5000
‘ 11501400 M)\
1504 il ‘, A ,‘HM el ‘ e 1“ o0 213.C g MO Py
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAMXLM112221WMA.M Wed Dec 15 01:16:41 2021 Page: 20



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.042 6.36 ug/L 31283 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Tridecane 184 C13H28 000629-50-5 90
3 Tetradecane 198 C14H30 000629-59-4 87
4 Nonadecane 268 C19H40 000629-92-5 83
5 Tridecane 184 C13H28 000629-50-5 81
Abundance Scan 2125 (14.042 min): VX025573.D\data.ms (-2120) (|  m/z 57.10 100.00%
57.1
5000 85.1
LA BN
|| 121 12 1842 14.00 :
\\\‘\\\\‘\\\\‘\\\\"\\\\“\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ m/z 43.05 77.790
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
5000 85.0 1 T
14.00
29.0 m/z 71.10 63.58%
L 20 qap 1840
1 |
\\\‘\\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
WiV N BPR |
14.00
5000 m/z 41.10 44.13%
85.0
29.0
113.0 141.0 184.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane T ‘
57.0 14.00
m/z 85.10 42.53%
5000 85.0
29.0
Lm0 w0 w0 tsmo ) L)
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

SFAMXLM112221WMA.M Wed Dec 15 01:16:41 2021 Page: 21



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 20 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
14.615 2.54 ug/L 12476  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
4 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 72

Abundance Scan 2219 (14.615 min): VX025573.D\data.ms (-2215) (- m/z 57.10 100.00%
57.1

5000
85.1
i

14.50 15.00

’\H\“‘\H‘“HH}\““\‘H\“HU‘\‘\‘H\‘H\\H‘H]\-ﬁ?\%‘\\\\‘HH‘HH‘HH‘H m/z 71.19 93.8300
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-

57.0

.\

85.0 14.50 15.00
m/z 43.10 50.14%

29 0
h | ‘\ 141.0 18307170 253.0282.
miz-> %%%%M%M%M%%%%M
Abundance
430 71.0 MML

5000

14. 50 15 OO
5000 ITI/Z 41.05 39.97%
13.0
141.0169.0197.0
T T [T R [ E T T e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90208: Dodecane, 2,6,11-trimethyl- — .
57.0 14.50 15.00
m/z 85.10 37.57%
5000
85.0
29.0 ‘ 113.0 A
S Mmoo L
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 21 Naphthalene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.640 7.71 ug/L 37936 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 94
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 91
5 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 91
Abundance Scan 2223 (14.640 min): VX025573.D\data.ms (-2220) (-, | m/z 142.00 100.00%
142.0
5000
115.0
—— —
630 890 14.50 15.00
‘H?’\g“.(\)\h\\““\‘HHH\‘\‘H‘HH“HH‘i‘\u\’\u\‘umz‘(\)?'\]\. m/Z 141.05 84.4700
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 — —
115.0 14.50 15.00
m/z 115.00  34.12%
‘\\\\‘\5\0\‘0\“‘\7\‘]‘.\"(\)‘\9\2\.9‘\\\‘}‘\\\\i\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142.0
=t —
14.50 15.00
5000 115.0 m/z 143.05 11.07%
63.0
39.0 89.0

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- —— A
141.0 14.50 15.00

m/z 139.05 10.70%

5000 115.0

39.0 630 ggp ‘

\“”H‘N”\w”ww‘““M‘“‘\”“w”“!‘”‘\“”\“” T

7
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_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.755 6.59 ug/L 32449 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Tetradecane 198 C14H30 000629-59-4 96
3 Tetradecane 198 C14H30 000629-59-4 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Tridecane 184 C13H28 000629-50-5 87

Abundance Scan 2242 (14 755 min): VX025573.D\data.ms (-2238) (- m/z 57.10 100.00%

Tl

1450 15.00
1120 1410 179.2
2072 m/z 43.106  69.53%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0

5000 Y
85.0 14.50 15.00

29.0 m/z 71.10 65.32%
\‘ ‘ 1130 1410 1690 198.0
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
Pl L
14.50 15.00
5000 85.0 m/z 41.05 46.44%
29.0
113.0 1410 169.0 198.0
A e B e e 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 40.96%
5000 85.0
290‘ }\
113.0 1
b 130 1410 1690 1980 1 L
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_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 23 Naphthalene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.780 8.12 ug/L 39945 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 91
2 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 91
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 91
Abundance Scan 2246 (14.780 min): VX025573.D\data.ms (-2244) (- | m/z 142.05 100.00%
142.1
5000
1151
—— —
63.0 g91 14.50 15.00
39.0 :
2 e e e 2070 7 14105 83.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22147: Naphthalene, 1-methyl-
142.0
5000 —— —r—
115.0 14.50 15.00
m/z 115.05 33.94%
wo Tt o
I |

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance
141.0
et T
14.50 15.00
m/z 143.00 10.56%
5000 115.0 /
390 630 ggp
T T e e T T
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #22140: Benzocycloheptatriene T e i
141.0 14.50 15.00

m/z 139.00 9.86%

5000
115.0

39.0 63.0 89.0

\”H‘N‘NH\W”“w‘“”‘w‘”‘\H”‘M‘H‘r‘w‘\“ww““ T T

m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
VX025573.D
: 07 Dec 2021 12:47
JC/MD
: M4881-09ME
: 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH
: 9 Sample Multiplier: 1

: VOC Analysis

: C:\Database\NIST20.L
LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M

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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.213 4,37 ug/L 21507 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 91
2 Heneicosane 296 C21H44 000629-94-7 80
3 Heneicosane 296 C21H44 000629-94-7 80
4 Hexadecane 226 Cl6H34 000544-76-3 72
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 72

Abundance Scan 2317 (15.213 min): VX025573.D\data.ms (-2313) (- | m/z 57.05 100.00%
57.0
99.1
‘ 15‘41 15 00 15 50
T H“H\ “ “‘“H \‘ \”\ } I T ‘\‘ \2?7\]\.\ LA m/Z 71.10 90.38%
miz--> 50 100 150 200 250
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 et e
15.00 15.50
m/z 43.10 86.18%
‘ ‘ 113.0
]\-8\.q\ ‘\‘ “‘\ “ T \ “ \“ T \ } ‘\ ?‘8\3.\0‘ \2\26\.9 ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
57.0
ot
1500 15.50
5000 m/z 85.10 57.41%
99.0
15.0 1410 183.0 225.0 296.(
RN R e
m/iz--> 50 100 150 200 250
Abundance #194590: Heneicosane ——Ha—L
57.0 15.00 15.50
m/z 41.10 36.54%
5000
99.0
2610“ | i h\ | 1410 1830 2250 296«
P — : e o =
mlz--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.493 4.82 ug/L 23709 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Pentadecane 212 C15H32 000629-62-9 93
3 Pentadecane 212 C15H32 000629-62-9 93
4 Undecane 156 C1l1H24 001120-21-4 90
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2363 (15.493 min): VX025573.D\data.ms (-2358) (- m/z 57.10 100.00%
57.1
5000 85.1
P il ey P
h | 1132 1562 212.3 15.50
‘H,H‘“,‘M‘w,“\‘1w,‘”uh“”‘,Hu‘““u‘lmi‘mlw‘“Hu‘mu‘m‘w m/z 43.85 77.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90191: Pentadecane
57.0
29-0 N N A
5000 850 T T T T T T T
15.50
m/z 71.10 74.73%
‘\ “ h\ H I | 11\’\3'0 | 141.0 169.0 212.0
\\\’\\\\’}\\H\’\\}\’\‘\\\"\\\\‘\‘\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
oL — e
15.50
m/z 41.00  44.95%
5000 85.0
29.0
113.0 141.0 1680 212.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90189: Pentadecane 7 ‘ﬁ%W”ﬂ“
57.0 15.50
m/z 85.10 43.57%
5000 85.0
29.0 ‘
113.0
b AP0 2010 1600 azo 1 ly |,
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 26 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
16.377 2.97 ug/L 14593  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Pentacosane 352 C25H52 000629-99-2 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2508 (16.377 min): VX025573.D\data.ms (-2502) (- m/z 57.10 100.00%
57.1
5000
f“/\/* SRV
H ‘ ‘ 155.1 16. 0016 2016.4016.60
e m/z 43.10 89.28%
mi/z--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000
16.0016.2016.4016.60
m/z 71.10 64.08%
L‘ gy ‘\ u\ 14101830 2390 2960
\\\‘\ \ \‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
MMAW S L S
16. 0016 2016.4016.60
5000 m/z 41.00  43.57%

89.0 141.0 212.0

m/z--> 50 100 150 200 250 300 350 MMN“JW\ NA
Abundance #262013: Pentacosane /Ww\ W\M

57.0 16. 0016 2016.4016.60
m/z 85.10 40.42%

5000

‘ ‘ 99.0
(L 14101830 2250 | 2950 3520 iy |

m/z--> 50 100 150 200 250 300 350 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025573.D

Acqg On : 07 Dec 2021 12:47

Operator : JC/MD

Sample : M4881-09ME

Misc : 4.25g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 1.264 4.5 ug/L 18195 1 6.769 202357 50.0
(DEL) Alkane: S 1.709 3.7 ug/L 14952 1 6.769 202357 50.0
(DEL) Alkane: C 4,288 5.8 ug/L 23433 1 6.769 202357 50.0
(DEL) Alkane: S... 6.355 6.2 ug/L 24925 1 6.769 202357 50.0
(DEL) Alkane: C... 8.598 3.0 ug/L 14558 2 10.061 240360 50.0
(DEL) Alkane: C 9.561 3.1 ug/L 14845 2 10.061 240360 50.0
(DEL) Alkane: C 9.616 4.0 ug/L 19319 2 10.061 240360 50.0
(DEL) Alkane: S 9.817 3.1 ug/L 14839 2 10.061 240360 50.0
(DEL) Alkane: S... 10.360 3.6 ug/L 17183 2 10.061 240360 50.0
1H-Indene, octa... 10.781 4.0 ug/L 19367 2 10.061 240360 50.0
Benzene, 1l-ethy... 11.384 3.5 ug/L 17191 3 12.024 246047 50.0
Benzene, 1,2,3-... 12.091 4.5 ug/L 22303 3 12.024 246047 50.0
(DEL) Alkane: S... 12.427 4.9 ug/L 24086 3 12.024 246047 50.0
(DEL) Alkane: S... 13.268 6.3 ug/L 30873 3 12.024 246047 50.0
Azulene 13.780 11.3 ug/L 55360 3 12.024 246047 50.0
(DEL) Alkane: S 13.847 4.2 ug/L 20726 3 12.024 246047 50.0
(DEL) Alkane: S 14.042 6.4 ug/L 31283 3 12.024 246047 50.0
(DEL) Alkane: S... 14.615 2.5 ug/L 12476 3 12.024 246047 50.0
Naphthalene, 2-... 14.640 7.7 ug/L 37936 3 12.024 246047 50.0
(DEL) Alkane: S... 14.755 6.6 ug/L 32449 3 12.024 246047 50.0
Naphthalene, 1-... 14.780 8.1 ug/L 39945 3 12.024 246047 50.0
(DEL) Alkane: S 15.213 4.4 ug/L 21507 3 12.024 246047 50.0
(DEL) Alkane: S 15.493 4.8 ug/L 23709 3 12.024 246047 50.0
(DEL) Alkane: S 16.377 3.0 ug/L 14593 3 12.024 246047 50.0
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