LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025568.D

Acqg On : 07 Dec 2021 10:42

Operator : JC/MD

Sample : M4881-01ME

Misc : 5.50g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 4 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@25568.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.368 43 46 53 rVB 33971 39779 12.20% 1.179%
2 1.648 89 92 98 rvB 20479 24885 7.63% 0.738%
3 1.709 99 102 106 rVB 10210 10741 3.29% 0.318%
4 2.282 190 196 206 rBV 65134 112279 34.44%  3.329%
5 2.758 265 274 276 rBv4 2228 5698 1.75% 0.169%
6 2.947 297 305 317 rBV 6141 16210 4.97% 0.481%
7 3.422 376 383 389 rVW3 1597 3273 1.00% 0.097%
8 4.282 515 524 534 rBV 5551 15424 4.73% 0.457%
9 4.489 548 558 583 rBvV 14390 67337 20.66% 1.997%
106 5.062 638 652 671 rBV2 40858 133176 40.85%  3.949%
11 5.452 708 716 730 rVVe6 6553 23482 7.20% 0.696%
12 5.605 733 741 750 rVB5 2713 8196 2.51% 0.243%
13 5.818 767 776 783 rVB4 2220 6735 2.07% 0.200%
14 5.964 789 800 818 rVVv2 112011 325981 100.00%  9.665%
15 6.141 821 829 839 rVB7 2546 7003 2.15% 0.208%
16 6.245 839 846 853 rVB4 2414 6185 1.90% 0.183%
17 6.355 853 864 874 rBV6 6448 19725 6.05% ©.585%
18 6.598 897 904 914 rVB4 2182 5362 1.64% ©.159%
19 6.763 921 931 948 rBV 78803 201280 61.75% 5.968%
20 7.220 1001 1006 1012 rVB5 702 1652 0.51% 0.049%
21  7.312 1012 1021 1026 rBV2 61590 144434 44.31%  4.282%
22 7.495 1044 1051 1056 rBV3 765 1505 0.46% 0.045%
23 7.647 1071 1076 1082 rVB3 2082 3865 1.19% 0.115%
24 7.769 1090 1096 1103 rBV3 3525 7144  2.19% 0.212%
25 7.952 1120 1126 1133 rVB5 3832 7686  2.36% 0.228%
26 8.183 1159 1164 1167 rBV4 1233 2056 0.63% 0.061%
27 8.275 1174 1179 1182 rBV2 3771 5553 1.70% 0.165%
28 8.330 1182 1188 1201 rVB 35886 67777 20.79% 2.010%
29 8.433 1201 1205 1210 rBV3 1496 2311 0.71% 0.069%
30 8.598 1224 1232 1234 rBV2 6950 10960 3.36% 0.325%
31 8.647 1234 1240 1247 rVB 163922 277868 85.24%  8.239%
32 8.720 1247 1252 1257 rBV 12974 19122 5.87% 0.567%
33 8.769 1257 1260 1264 rVB3 3402 5121 1.57% 0.152%
34 8.817 1264 1268 1269 rBvV2 1439 1873 0.57% 0.056%
35 8.909 1278 1283 1286 rBv2 4576 6682 2.05% ©.198%
36 8.958 1286 1291 1303 rVVW2 24619 53136 16.30% 1.575%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025568.D

Acqg On : 07 Dec 2021 10:42

Operator : JC/MD

Sample : M4881-01ME

Misc : 5.50g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 4 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 9.098 1310 1314 1319 rBvV2 1997 3158 0.97% 0.094%
38 9.275 1338 1343 1350 rVB5 2297 3338 1.02% 0.099%
39 9.397 1356 1363 1377 rBV 87260 154437 47.38% 4.579%
40 9.512 1377 1382 1386 rBV5 2542 4632 1.42% 0.137%
41  9.561 1386 1390 1394 rVB2 8850 12031 3.69% 0.357%
42 9.616 1394 1399 1404 rBV2 14511 23029 7.06% 0.683%
43 9.756 1419 1422 1427 rVB3 1546 1910 0.59% 0.057%
44  9.817 1427 1432 1438 rVV3 8542 13512 4.15% 0.401%
45  9.903 1441 1446 1451 rVB3 2469 3565 1.09% 0.106%
46 10.006 1457 1463 1466 rBV3 2230 3306 1.01% ©0.098%
47 10.055 1466 1471 1478 rVV 157551 236439 72.53% 7.010%
48 10.128 1480 1483 1487 rVB2 2502 3459 1.06% 0.103%
49 10.195 1487 1494 1499 rBV 4379 6619 2.03% 0.196%
50 10.305 1501 1512 1517 rWV 23870 40768 12.51% 1.209%
51 10.360 1517 1521 1529 rVvV3 10044 14904 4.57% 0.442%
52 10.585 1551 1558 1564 rBvVv7 3621 7290 2.24% 0.216%
53 10.646 1564 1568 1576 rVB 22894 30708 9.42% 0.910%
54 10.781 1587 1590 1596 rVB2 10466 13291 4.08% 0.394%
55 10.854 1599 1602 1605 rvv2 5666 7728 2.37% 0.229%
56 10.896 1605 1609 1614 rVB 10489 14102 4.33% 0.418%
57 10.963 1615 1620 1624 rBV 4513 6385 1.96% ©0.189%
58 11.037 1628 1632 1636 rvB3 2978 4107 1.26% 0.122%
59 11.085 1636 1640 1641 rBvV3 1203 1351 0.41% 0.040%
60 11.116 1642 1645 1650 rVB5 4643 8263 2.53% 0.245%
61 11.195 1653 1658 1669 rBV 124355 169377 51.96% 5.022%
62 11.305 1672 1676 1680 rBV2 4616 7171 2.20% 0.213%
63 11.384 1685 1689 1694 rVB3 9146 13172 4.04% 0.391%
64 11.457 1694 1701 1702 rBV2 5969 8762 2.69% 0.260%
65 11.476 1702 1704 1710 rVB 14789 16859 5.17% 0.500%
66 11.616 1723 1727 1734 rBV 7824 10864 3.33% 0.322%
67 11.719 1739 1744 1746 rVWV 11417 14713 4.51% 0.436%
68 11.756 1746 1750 1759 rVB 22755 32366 9.93% 0.960%
69 11.847 1759 1765 1766 rBV3 1677 2529 0.78% 0.075%
70 11.896 1770 1773 1776 rVB2 3087 3760 1.15% 0.111%
71 12.024 1789 1794 1800 rBV 195808 244194 74.91%  7.240%
72 12.091 1801 1805 1812 rVB2 12179 18581 5.70% 0.551%
73 12.268 1825 1834 1837 rBV4 3267 6566 2.01% ©.195%
74 12.323 1837 1843 1849 rVB 207815 267066 81.93% 7.918%
75 12.427 1855 1860 1864 rBV 18502 23039 7.07% 0.683%
76 12.469 1864 1867 1872 rVB4 4179 6380 1.96% 0.189%

SFAMXLM112221WMA.M Wed Dec 15 01:16:13 2021 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025568.D

Acqg On : 07 Dec 2021 10:42

Operator : JC/MD

Sample : M4881-01ME

Misc : 5.50g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 4 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 12.530 1875 1877 1879 rBV3 2406 2471 0.76% 0.073%
78 12.719 1905 1908 1913 rBV4 2799 4204 1.29% 0.125%
79 12.890 1932 1936 1939 rBVS5S 2679 4652 1.43% 0.138%
80 12.975 1945 1950 1956 rVB5S 6736 10178 3.12% 0.302%
81 13.036 1956 1960 1965 rBV5 2288 4670 1.43% 0.138%
82 13.158 1974 1980 1984 rBV6 1667 3392 1.04% 0.101%
83 13.268 1994 1998 2007 rVB2 16939 25760 7.90% 0.764%
84 13.384 2013 2017 2021 rBV 8380 10790 3.31% 0.320%
85 13.512 2034 2038 2040 rBV3 1262 1842 ©.57% 0.055%
86 13.585 2046 2050 2053 rBV5 2328 3552 1.09% 0.105%
87 13.780 2077 2082 2088 rVB 27409 39524 12.12% 1.172%
88 13.847 2088 2093 2096 rVB 11468 14376  4.41% 0.426%
89 14.042 2120 2125 2127 rBV 12156 14347 4.40% 0.425%
990 14.103 2133 2135 2138 rVB3 2799 2735 0.84% 0.081%
91 14.505 2197 2201 2207 rVB4 4000 6609 2.03% 0.196%
92 14.640 2216 2223 2226 rBV 24989 35277 10.82% 1.046%
93 14.755 2239 2242 2244 rBV2 8664 11736 3.60% 0.348%
94 14.780 2244 2246 2252 rVB 23423 27991 8.59% 0.830%
95 14.841 2254 2256 2261 rVB3 2502 3441 1.06% 0.102%
96 15.213 2314 2317 2322 rVB2 7464 10055 3.08% 0.298%
97 15.615 2379 2383 2386 rBV 4515 6713 2.06% ©0.199%
98 15.652 2386 2389 2393 rVV5 3338 4784  1.47% 0.142%
99 15.841 2412 2420 2431 rVB6 1692 5370 1.65% 0.159%
100 16.377 2502 2508 2514 rVB4 1517 2993 0.92% 0.089%
Sum of corrected areas: 3372689
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: M4881-01ME
: 5.50g/5mL/100uL/5.00mL/MSVOA_X/MEOH
: 4 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\

: VX025568.D
: 07 Dec 2021 10:42

JC/MD

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

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX025568.D\data.ms
200000
150000
5.964
100000
2.282
50000
1.368 5.062
1.648
709 4.489
0 2.758-947 3.422 4.282 54586055.819 | 6.1824!
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX025568.D\data.ms
200000
8.647
10.055
150000
11.195
100000 9397
6.763
7.312
50000
8.330
8.958 }6 10.305 10.646
720
36! o A
0355 6.598 7.220| [7.495,647769.952 g 378 435 2°Bg 88909 09m.27 ﬁgﬁ%% 23é’ﬁ/\ 10A5A\ (\NCARPOPR A TUA
e e e Pl A P el
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10. 50 11.00
Abundance TIC: VX025568.D\data.ms
200000 12.024 12.323
150000
100000
50000
13.780
11756 || N2 427 13.268 14.640780
Bidlo 2.091 3.384 .84¥4.042 4 g 15.213
1896 || 12.268226%0 712188 P61 5 313 1585 14103 14.505T 14’841 15%65125 841 16377
0 T T T ‘ T T T T T T T T T T T T T ‘ T T T T T T T T ‘ T T T ‘ T T T
Time--> 12.00 12.50 13.00 13 50 14.00 14.50 15.00 15. 50 16.00 16 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025568.D

Acqg On : 07 Dec 2021 10:42

Operator : JC/MD

Sample : M4881-01ME

Misc : 5.50g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 4 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 19
R.T. EstConc Area Relative to ISTD R.T.
1.709 2.67 ug/L 10741 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 64
2 Butane, 2-methyl- 72 C5H12 000078-78-4 64
3 1,3-Dimethyldiaziridine 72 C3H8N2 026177-36-6 36
4 2-Azidopropane 85 C3H7N3 000691-57-6 33
5 Oxirane, trimethyl- 86 C5H100 005076-19-7 33
Abundance  Scan 102 (1.709 min): VX025568.D\data.ms (-99) (-) m/z 41.10 100.00%
414 57.1
5000 j\
PANI e TS
‘ 21 942 1.40 1.60 1.80 2.00
\\\‘\\\\‘\\\\‘\\\\‘\\‘\‘1i\\}\‘“\‘\‘\\‘\\\\“!\\\‘\\\\‘\\\\‘\\ m/z 43.19 95.2900
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27.0 A
1.40 1.60 1.80 2.00
15.0 m/Z 57.10 90.27%
‘ 72.0
\\\‘\\\\‘\\\\‘\\11‘\\\\"\}\\‘\‘\‘\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
St ey
570 1.40 1.60 1.80 2.00
5000 m/z 42.10 87.61%
29.0
72.0
15.0
e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #723: 1,3-Dimethyldiaziridine R ammEE LT
42.0 56.0 1.40 1.60 1.80 2.00
m/z 39.00  29.03%
30.0
5000 71.0
SRR , b e ‘A““‘,“ vy
m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025568.D

Acqg On : 07 Dec 2021 10:42

Operator : JC/MD

Sample : M4881-01ME

Misc : 5.50g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 4 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 3 (DEL) Alkane: Cyclic4.282 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.282 3.83 ug/L 15424  1,4-Difluorobenzene 6.763

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 86
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
Abundance Scan 524 (4.282 min): VX025568.D\data.ms (-515) (-) m/z 56.10 100.00%
56.1
5000 41.0 69.1 /\
A Amaw R LR
M ‘ 84.1 4.00 4.20 4.40 4.60
\\\‘\\\\‘\\\\‘\\\\‘\\\\}\‘\\\‘\‘\\‘\\\H‘\\\\‘\\‘\\‘\\ mz 4106 47420
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 \H‘HH‘HH‘HH‘HH
4.00 4.20 4.40 4.60
m/z 69.10 41.67%
280 ‘ | ‘ 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\”\‘\\\‘}‘\\\\‘\!\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
56.0
A AEEmEERE
41.0 4.00 4.20 4.40 4.60
5000 m/z 39.00 29.62%
69.0
27.0
84.0
1.0 15.0
A e e B  Eama
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- “W““_““‘ﬂ““u
56.0 4.00 4.20 4.40 4.60
27.0 m/z 55.10 26.26%
5000
42.0
T
i
— et e RRRaEEEIE L
m/z--> 0 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025568.D

Acqg On : 07 Dec 2021 10:42

Operator : JC/MD

Sample : M4881-01ME

Misc : 5.50g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 4 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: Cyclic6.354 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.354 4.90 ug/L 19725 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 93
2 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 76
3 1-Heptene 98 C7H14 000592-76-7 72
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 70
5 1-Heptene 98 C7H14 000592-76-7 53
Abundance Scan 864 (6.354 min): VX025568.D\data.ms (-853) (-) m/z 56.05 100.00%
56.0
41.1 70.1
5000
831 982 PNV AI.
Call ‘ ‘ 6.00 6.20 6.40 6.60
\\’\\\\‘\\\\‘\\\\l\\\\“\‘\\‘\\\‘\‘\\\\“‘\\‘\\‘\\\\‘\\\\ m/z 55.09 79.4600
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0 A
5000 \‘\\\\‘\\\\’\\\\/‘\\\\\m‘\
27.0 6.00 6.20 6.40 6.60
98.0 m/z 41.10 79.35%
‘ ‘ 83.0
\\’\\\\‘\\}1‘\\\}}\‘\\\i‘\u‘\‘\\\w“\\\\‘\‘\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
56.0 /\
AN O .
41.0 70.0 6.00 6.20 6.40 6.60
5000 m/z 70.10 78.57%
27.0 83.0 98.0
R N A REamE R
m/z--> 10 20 30 40 50 60 70 80 90 100 /ﬂ\
Abundance #3706: 1-Heptene R A B Rma R
41.0 56.0 6.00 6.20 6.40 6.60
m/z 71.00 53.91%
29.0
5000 70.0
98.0
83.0
150 “H‘ﬂ‘u‘,u‘w‘un‘
m/z--> 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\

Data File : VXo

Library Search Compound Report

25568.D

Acqg On : 07 Dec 2021 10:42

Operator : JC/MD

Sample : M4881-01ME

Misc : 5.50g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS Vvial : 4

Quant Method
Quant Title

TIC Library
TIC Integration

Sample Multiplier: 1

: C:\Database\NIST20.L

Parameters: LSCINT.P

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

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: Cyclic9.561

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
o.sel  2.54 ug/l 12031 Chlorobenzene-ds 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexane, ethyl- 12 cavie 001678-91-7 90

2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 90
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
Abundance Scan 1390 (9.561 min): VX025568.D\data.ms (-1386) (-) m/z 83.00 100.00%
83.0
55.0
5000
41.0 112.1
67.0 19.1‘50‘ !
\\‘HH‘HH‘H\\“1‘\H“\‘H‘\‘H\‘i‘i‘uH“‘\lu‘\u\‘HH‘\‘\H‘\ m/Z 55.00 71.4900
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7535: Cyclohexane, ethyl-
83.0
55.0 A J
5000 /\”\‘“\[\\‘ T \A\ o
41.0 9.50
112.0 m/z 82.10 46.56%
29.0 67.0
\\‘\\\\‘\\\‘\“\\\\“1‘\\\‘\‘}!\‘\\\‘\‘i\\\\‘\1\\‘\9\\7\.(‘)\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
55.0 83.0
T
9.50
5000 41.0 ITI/Z 112.10 29.57%
112.0
27.0 67.0
15.0
T T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 A h
Abundance #7537: Cyclohexane, ethyl- ek
83.0 9.50
55.0 m/z 41.00 29.11%
5000
41.0
112.0
27.0 67.0 ‘ /\
S 1 RN NS T S PR | -1 0 S N AVAL L NAY W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX@25568.D

Acqg On : 07 Dec 2021 10:42

Operator JC/MD

Sample : M4881-01ME

Misc : 5.50g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M
: 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: Cyclic9.616 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.616 4.87 ug/L 23029 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 97
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 97
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 95
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 92
5 Isocytosine 111 C4H5N30 000108-53-2 64
Abundance Scan 1399 (9.616 min): VX025568.D\data.ms (-1394) (-) m/z 111.10 100.00%
111.1
69.1
5000
55.0
410 83.0 — A
M ‘ ‘ ‘ 126.3 9.50 10.00
perrrprerrre el e e | Mz 69.10 67.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
o N
5000 55.0 N AALL
41.0 9.50 10.00
83.0 m/z 55.05 34.24%
27.0 ‘
H‘HH‘\H“\“\H\‘N\‘H\‘\‘\!‘\‘H\‘\l\\\\’\}H‘HH"\H\‘}\\\‘]-\2”6\.‘0\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
111.0 A J\
69.0 WWATLLRYITWALY
9.50 10.00
5000 41.0 550 m/z 41.00  24.31%
83.0
27.0
97.0 126.0
T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /JJ\\ A\
Abundance #13264: Cyclohexane, 1,1,3-trimethyl- il A A Aﬂ(
69.0 111.0 9.50 10.00
m/z 56.10 21.77%
55.0
5000 41.0
83.0
Gl Mgl
S S Y . L B WAV LY LT 1
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 : VX025568.D

Acqg On : 07 Dec 2021 10:42

Operator : JC/MD

Sample : M4881-01ME

Misc : 5.50g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 4 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: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.817 2.86 ug/L 13512  Chlorobenzene-d5 10.055

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 Nonane, 4-ethyl-5-methyl- 170 C12H26 001632-71-9 72
4 1-Octene, 4-methyl- 126 C9H18 013151-12-7 64
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 56
Abundance Scan 1432 (9.817 min): VX025568.D\data.ms (-1427) (-) m/z 43.10 100.00%
43.1
84.1
5000
ol ‘J‘\o ‘
m H 1112 9.50 10.00
‘“_“‘Mk‘w‘_‘M“‘“‘_‘u“““_““““ m/z 84.10  56.72%
mi/z--> 20 40 60 80 100 120 140 160
Abundance #14543: Heptane, 2,3-dimethyl-
43.0
5000 {\M‘/\A\/M\\\r\\ A ﬂ\ —
84.0 9.50 10.00
m/z 85.10  41.90%
\\\.(‘)\H\\“h}\\‘!“6\5.6\\‘\\\\‘\\\\‘]-\2\8.\()\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance A
43.0 [\
A
9.50 10.00
5000 ITI/Z 41.10 31.35%
84.0
62.0 128.0
T e S B B e e
miz--> 20 40 60 80 100 120 140 160 A/\JL /\
Abundance #45514: Nonane, 4-ethyl-5-methyl- AR A /‘\f‘(\ ‘
43.0 9.50 10.00
m/z 55.10 24.86%
5000 84.0
150 | || H 65.0 ‘ 1130 1410 1700 [ ﬂ}\ MJ\M N
R e e R e e P
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025568.D

Acqg On : 07 Dec 2021 10:42

Operator : JC/MD

Sample : M4881-01ME

Misc : 5.50g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 4 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: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.360 3.15 ug/L 14904  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 62
2 Nonane 128 C9H20 000111-84-2 58
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 53
4 Nonane 128 C9H20 000111-84-2 49
5 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 43

Abundance Scan 1521 (10.360 min): VX025568.D\data.ms (-1517) (- m/z 43.10 100.00%
3.1

3

5000 85.1 j\ J\N
/‘\/\A‘ I ‘ AA /‘X‘/\ :

‘H 126.2 10.00 10.50
|

\‘H\\HH\"H\\‘H\\h‘\\\\‘\u\\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\ m/z 57.16 91.9100
m/z--> 20 40 60 80 100120140160 180 200 220 240 260

Abundance #14521: Nonane
43.0
5000 \/\ /\“‘ o L "/\M“ .
10.00 10.50
85.0 m/z 41.10 50.77%
L amo
I

m/z--> 20 40 60 80 100120140160 180 200 220 240 260

Abundance /MKA
43.0
\A AAAM L

10.00 10.50
5000 m/z 85.10 42 .56%
85.0
128.0
L

m/z--> 20 40 60 80 100120140160 180200 220 240 260 /\ ﬁ
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester - — M —

57.0 10.00 10.50

m/z 55.05 40.27%

5000 85.0
29.0
Ll ‘ ‘\“ “u 12501540 196.02240 269 Ml /'\AA /K/\

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 10. 00 10 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025568.D

Acqg On : 07 Dec 2021 10:42

Operator : JC/MD

Sample : M4881-01ME

Misc : 5.50g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 4 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 10 1H-Indene, octahydro-, trans- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.781 2.81 ug/L 13291 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-, trans- 124 C9H1e6 003296-50-2 86
2 Cyclohexene,1-propyl- 124 C9H16 002539-75-5 49
3 1H-Indene, octahydro-, cis- 124 C9H16 004551-51-3 49
4 1H-Indene, octahydro- 124 C9H16 000496-10-6 46
5 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 38
Abundance Scan 1590 (10.781 mln) VX025568.D\data.ms (-1587) (- m/z 81.10 100.00%
57. 81.1
43.0
5000 )\
96.0
124.1 Lo 1] p ) /\W\
‘ ‘ ‘ ‘ 10.50 11.00
\\‘HH‘H\\‘HHHH\“\‘H\“\\‘!\‘}\HH}HH‘\\\‘1‘\\\\“\‘\\\‘\\\\‘\\ mz 57 16 95 850
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12207: 1H-Indene, octahydro-, trans-
67.0
81.0 /\/\
5000 96.0 ‘ }\MA -
0 124.0 1050 11.00
m/z 67.00 91.59%
e |l
\\‘HH‘H\\‘HH‘HH\‘H‘H\‘\\‘\\‘\H‘\“HH‘\H\‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
81.0 ﬂﬁ /\
\w i L M ﬂ
10.50 11.00
5000 67.0 m/z 71.05 70.50%
41.0 95.0 124.0
27.0
109.0
T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 m }\ /\4
Abundance #12189: 1H-Indene, octahydro-, cis- — A L
670 81.0 10.50 11.00
’ m/z 43.05 60.19%
96.0
5000 41.0
27 0 124.0 M
HHMOO NISEPITAZLWLATS
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 : VX025568.D

Acqg On : 07 Dec 2021 10:42

Operator : JC/MD

Sample : M4881-01ME

Misc : 5.50g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 4 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 13
R.T. EstConc Area Relative to ISTD R.T.
10.896 2.98 ug/L 14102  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 68
2 Undecane, 6-methyl- 170 C12H26 017302-33-9 53
3 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 53
4 Heptane, 4-propyl- 142 C10H22 003178-29-8 53
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 50
Abundance Scan 1609 (10.896 min): VX025568.D\data.ms (-1605) (- m/z 57.05 100.00%
57.0
Moy
39 10. 50 11 00
125.1
wm“ﬂm!qH”“wHm‘,Huwml““lﬁ?”wH m/z 98.10 51.39%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22102: Octane, 2,3-dimethyl-
57.0
5000 RS A e
10.50 11.00
98.0 -
29.0 m/z 43.10 48.33%
miz--> 60 80 100 120 140 160
Abundance
57.0 J\
(EEATAL AT VAR [Pty
10.50 11.00
5000 m/z 41.05 30.51%
29.0 98.0
81.0 126.0 152.0170.0
A I BB S
m/z--> 20 40 60 80 100 120 140 160 M
Abundance #22131: Heptane, 3-ethyl-2-methyl- | f\‘ A T
57.0 10.50 11.00
m/z 71.10 19.45%
5000
98.0
290 ‘ ‘ )\4
e e || )y
m/z--> 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025568.D

Acqg On : 07 Dec 2021 10:42

Operator : JC/MD

Sample : M4881-01ME

Misc : 5.50g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 4 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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.384 2.70 ug/L 13172 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 70
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 70
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 70
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 70
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 62
Abundance Scan 1689 (11.384 min): VX025568.D\data.ms (-1685) (- m/z 105.10 100.00%
105.1
5000 120.0 /\ N\ A
J
— e
390 20 810 ‘ | 11.00 11.50
L I \““‘\ \“M "\H“\ \M‘“\ T ‘\‘\‘ “\‘\“\ L "H\ \:\L?\"s‘(\) m/Z 120.00 38.8300
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 i /\/\/\ /\
1200 11.00 11.50
m/z 91.10 19.87%
39.0 77.0
T \‘\‘\ T \“‘\ \“1‘5\9"9‘\ T \““ T \‘1 T “i‘\ T "\ T
miz--> 20 40 60 80 100 120 140
Abundance
105.0 /\
P VN L
11.00 11.50
5000 m/z 97.10 18.33%
120.0
77.0
150 390 590
e e e
miz--> 20 40 60 80 100 120 140 \ ﬂ (\\ Aﬂ ﬁ r
Abundance #10720: Benzene, 1-ethyl-3-methyl- L ﬂﬂ
105.0 11.00 11.50
m/z 55.00 16.01%
5000
120.0
77.0
39.0
aso. B0 seo T WA
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025568.D

Acqg On : 07 Dec 2021 10:42

Operator : JC/MD

Sample : M4881-01ME

Misc : 5.50g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 4 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, 1,2,3-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.091 3.80 ug/L 18581 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 93
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
5 Mesitylene 120 CS9H12 000108-67-8 90
Abundance Scan 1805 (12.091 min): VX025568.D\data.ms (-1801) (- m/z 105.10 100.00%
105.1
5000 120.1 A
A M A
51.0 770 91.1 | | 12.00
e et e m/z 120,10 42.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0
120.0 A
5000 i
12.00
m/z 119.10 10.75%
270 510 770 910 |
\\’H\\’\H‘\’\\H"HH"“\‘\\‘\“ﬂr\\‘\\\‘H‘HH‘M\H‘\Hl\‘\\‘\‘\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0 /\ /\/\
e ‘
12.00
m/z 77.00 10.07%
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 100110 120 A /\
Abundance #10715: Benzene, 1,2,3-trimethyl- /‘\W‘ ‘ i /\"'y\
105.0 12.00
m/z 106.00 9.87%
120.0
5000
77.0
39.0 63.0 | 91.0 ‘ ﬂ (\ [\ /\
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 : VX025568.D

Acqg On : 07 Dec 2021 10:42

Operator : JC/MD

Sample : M4881-01ME

Misc : 5.50g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 4 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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.427 4.72 ug/L 23039 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 97
2 Undecane 156 C11H24 001120-21-4 95
3 Undecane 156 C11H24 001120-21-4 87
4 Undecane 156 C11H24 001120-21-4 87
5 Undecane 156 C11H24 001120-21-4 87

Abundance Scan 1860 (12.427 min): VX025568.D\data.ms (-1855) (- m/z 57.10 100.00%

57.1
5000 85.1
\

39/0
P RS L9
. - ‘““H‘H‘u“eu““““‘J“ m/z 43. 1e 98.79%

m/z--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0

5000
85.0 1250
20.0 m/z 71.10 65.09%
o o 1%0
Gl 1L L
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 60 80 100 120 140 160
Abundance
57.0 MAW
LMoV
12.50
m/z 41.10 51.90%
5000 85.0
29.0
113.0 156.0
R L A o I A B S A O
m/z--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane
57.0 1250

m/z 85.10  39.53%

5000
85.0
29.0 ‘
A = A T

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 : VX025568.D

Acqg On : 07 Dec 2021 10:42

Operator : JC/MD

Sample : M4881-01ME

Misc : 5.50g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 4 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 5
R.T. EstConc Area Relative to ISTD R.T.
13.268 5.27 ug/L 25760 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Dodecane 170 C12H26 000112-40-3 87
4 Hexadecane 226 C16H34 000544-76-3 80
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 1998 (13.268 min): VX025568.D\data.ms (-1994) (- m/z 57.05 100.00%

57.0
5000 85.1 W

Il MH‘ \‘ | 211329 1702

‘ 1300 1350
\\\‘\\\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ mZ 43.05 84110

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0

5000
85.0 13 00 13 50
m/z 71.10 52.60%
29.0
\\\‘\‘\‘\\‘\\\H\‘\\“\\"1\\\“]\-]\.}?\(‘)\\\]-\4.‘]-\\0\\‘177\?2\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
J\W wal W\ g NJ
13.00 13.50
5000 ITI z 41.10 40.16%

85.0
29.0
1130 141.0 169.0 198.0
R R e R N R S NARRNE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

#45481: Dodecane
57.0 13 00 13 50

m/z 85.10  38.99%

5000
85.0

29.0 ‘ ﬂ
113.0 170.0

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
: VX025568.D
: 07 Dec 2021 10:42
JC/MD
: M4881-01ME
: 5.50g/5mL/100uL/5.00mL/MSVOA_X/MEOH
: 4 Sample Multiplier: 1

: VOC Analysis

: C:\Database\NIST20.L

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

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 16 Azulene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.780 8.09 ug/L 39524 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10H8 000275-51-4 93
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 2082 (13.780 min): VX025568.D\data.ms (-2077) (- m/z 128.00 100.00%
128.0
5000
1350 1400
51.1 74.0 102.0 . .
‘\\\\“\\‘\\"W\\H‘\”‘\‘\\\““\\\\’\‘“\\‘]\_4\9\.0\ m/Z 127.00 13.57%
m/z--> 20 80 100 120 140
Abundance #13686: Naphthalene
128.0
5000 T PR
13.50 14.00
m/z 129.05 10.43%
510 750 1020
L 1l T L
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\‘\\\\
m/z--> 20 80 100 120 140
Abundance
128.0
T ‘ A\ﬂ\ T ‘ /\\
13.50 14.00
5000 m/z 102.00 8.45%
51.0 102.0
28.0 74.0
R LA B e e B a
miz--> 20 80 100 120 140
Abundance #13678: Azulene T ——
128.0 13.50 14.00
m/z 126.10 6.83%
5000
102.0
51.0
20 0 S— —A,
m/z--> 20 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 : VX025568.D

Acqg On : 07 Dec 2021 10:42

Operator : JC/MD

Sample : M4881-01ME

Misc : 5.50g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 4 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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.847 2.94 ug/L 14376  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 78
2 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 78
3 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 78
4 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 72
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 64
Abundance Scan 2093 (13.847 min): VX025568.D\data.ms (-2088) (- m/z 71.10 100.00%
71.1
43.0
5000 j\
113.1 ‘ M/\ p
13.50 14.00
155.2
‘H,‘Hmi‘mJ“_;HH“‘!“??MHH‘WH_m_ m/z 57.10  98.14%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22108: Octane, 3,6-dimethyl-
57.0
5000 U fay ey
13.50 14.00
29.0 113.0 m/z 43.05 57.21%
\‘ \‘\ i Wl 85\0 142.0
\\\’\\\\‘\\\‘\\\\“}\\\‘\\\‘\‘\\\\“\\\\‘\
miz--> 60 80 100 120 140 160
Abundance
57.0
— —
13.50 14.00
5000 m/z 41.05 29.69%
29.0 85.0 113.0
N e B A B s e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #22091: Octane, 2,6-dimethyl- — —
57.0 13.50 14.00
m/z 56.10 21.77%
5000
29.0
‘ ‘ gso 1130 f\(\(\
i L b A0 L M,
m/z--> 20 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025568.D

Acqg On : 07 Dec 2021 10:42

Operator : JC/MD

Sample : M4881-01ME

Misc : 5.50g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 4 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.
14.042 2.94 ug/L 14347 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tridecane 184 C13H28 000629-50-5 95
3 Tridecane 184 C13H28 000629-50-5 94
4 Dodecane 170 C12H26 000112-40-3 86
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 80
Abundance Scan 2125 (14.042 min): VX025568.D\data.ms (-2120) (- | m/z 57.10 100.00%
57.1
5000 85.1
o gl el o J‘\
l Hﬂ ! 184.3 14.00
\\\‘\\\\‘\\\‘\‘\‘\‘\H“\\w\‘H‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\ m/z 43.05 78.0700
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59028: Tridecane
57.0
5000 85.0 L \
14.00
29.0 m/z 71.10 62.49%
L w20 qap 1840
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140 160 180
Abundance
57.0
VAP PR
14.00
m/z 85.10 42.56%
50001 Lo o 85.0 /
113.0 141.0 184.0
B o T L M e I
m/z--> 20 40 60 80 100 120 140 160 180 )\/\ /K
Abundance #59026: Tridecane e A
57.0 14.00
m/z 41.10 40.97%
5000
29.0 85.0
L 120 o 1840
| I
‘H““w‘“‘_““H““H““H“‘H““w“‘ o
m/z--> 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025568.D

Acqg On : 07 Dec 2021 10:42

Operator : JC/MD

Sample : M4881-01ME

Misc : 5.50g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 4 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 Naphthalene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.640 7.22 ug/L 35277 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 95
5 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 94
Abundance Scan 2223 (14.640 min): VX025568.D\data.ms (-2216) (- | m/z 142.05 100.00%
142.1
5000
115.0
—— —
39.0 63.0 89.0 | ‘ 14.50 15.00
rprerprepree e et e m/z 141.05  84.91%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 —r —
115.0 14.50 15.00
m/z 115.00  32.82%
51.0 7]‘..0 89.0
Il o | il Il
\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\\\\‘HH’HH‘HH‘HH‘\H\‘ \H’H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance
142.0
T ‘ T \A T T ‘ \A
14.50 15.00
5000 m/z 143.05 11.71%
115.0
T R e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22142: Naphthalene, 1-methyl- — —
142.0 14.50 15.00
m/z 139.05 10.16%
5000 115.0
39.0 ‘53‘-0 890
I 1l TN 1l il L
R Eaaaa mamn L A o e e —— —
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 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

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\

: VX025568.D
: 07 Dec 2021 10:42

JC/MD

: M4881-01ME
: 5.50g/5mL/100uL/5.00mL/MSVOA_X/MEOH
: 4 Sample Multiplier: 1

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

: VOC Analysis

: 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 Naphthalene, 1-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.780 5.73 ug/L 27991 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 95
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 95
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 91
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 91
5 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 91

Abundance Scan 2246 (14.780 min): VX025568.D\data.ms (-2244) (- | m/z 142.05 100.00%
142.1
5000 115.1
—— —
39.0 63.0 89.0 14.50 15.00
w‘ku‘ﬁuupuﬂHhupm‘_mwwuwu‘wmh‘uum‘ﬂ}M‘_‘ m/z 141.05  82.34%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 — —
115.0 14.50 15.00
m/z 115.05 37.47%
39.0 \63\.0\ 89.0 L
L m I 1 | mil 4
\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance
142.0
T ‘ T \,\\ T ‘ \A[\\
14.50 15.00
m/z 139.00 10.65%
5000 115.0
T e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22144: Naphthalene, 1-methyl- — —
142.0 14.50 15.00
m/z 143.05 10.23%
5000
115.0
71.0
390 570 | 890 ‘ i i
P e e T e e e —— ——
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025568.D

Acqg On : 07 Dec 2021 10:42

Operator : JC/MD

Sample : M4881-01ME

Misc : 5.50g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 4 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 1.709 2.7 ug/L 10741 1 6.763 201280 50.0
(DEL) Alkane: C 4.282 3.8 ug/L 15424 1 6.763 201280 50.0
(DEL) Alkane: C... 6.354 4.9 ug/L 19725 1 6.763 201280 50.0
(DEL) Alkane: C... 9.561 2.5 ug/L 12031 2 10.055 236439 50.0
(DEL) Alkane: C 9.616 4.9 ug/L 23029 2 10.055 236439 50.0
(DEL) Alkane: S 9.817 2.9 ug/L 13512 2 10.055 236439 50.0
(DEL) Alkane: S... 10.360 3.1 ug/L 14904 2 10.055 236439 50.0
1H-Indene, octa... 10.781 2.8 ug/L 13291 2 10.055 236439 50.0
(DEL) Alkane: S... 10.896 3.0 ug/L 14102 2 10.055 236439 50.0
Benzene, 1l-ethy... 11.384 2.7 ug/L 13172 3 12.024 244194 50.0
Benzene, 1,2,3-... 12.091 3.8 ug/L 18581 3 12.024 244194 50.0
(DEL) Alkane: S... 12.427 4.7 ug/L 23039 3 12.024 244194 50.0
(DEL) Alkane: S... 13.268 5.3 ug/L 25760 3 12.024 244194 50.0
Azulene 13.780 8.1 wug/L 39524 3 12.024 244194 50.0
(DEL) Alkane: S... 13.847 2.9 ug/L 14376 3 12.024 244194 50.0
(DEL) Alkane: S... 14.042 2.9 ug/L 14347 3 12.024 244194 50.0
Naphthalene, 2-... 14.640 7.2 ug/L 35277 3 12.024 244194 50.0
Naphthalene, 1-... 14.780 5.7 ug/L 27991 3 12.024 244194 50.0
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