LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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@25574.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.264 26 29 42 rVB 14468 28875 4.41% 0.511%
2 1.367 43 46 53 rVB 39136 42864 6.55% 0.759%
3 1.574 69 80 82 rBV6 3805 11384 1.74% 0.202%
4 1.648 88 92 97 rBV 22151 26690 4.08% 0.472%
5 1.709 98 102 108 rVB 25301 26841 4.10% 0.475%
6 1.898 129 133 138 rVB 4809 6755 1.03% 0.120%
7 2.282 190 196 206 rBV 68193 112765 17.23%  1.996%
8 2.751 265 273 275 rW2 4206 8358 1.28% 0.148%
9 2.800 276 281 294 rVvwv2 15118 35698 5.45% 0.632%
10 2.946 298 305 316 rVW 6094 16043 2.45% 0.284%
11  3.080 319 327 339 rVB 9429 22723  3.47% 0.402%
12 3.422 376 383 392 rBV2 3549 7331 1.12% 0.130%
13 4.287 515 525 537 rVB2 18578 52251 7.98% 0.925%
14  4.495 546 559 573 rBV2 15613 68028 10.39% 1.204%
15 5.068 638 653 673 rBV 40908 139582 21.32% 2.471%
16 5.458 706 717 733 rBV5 16979 59912 9.15% 1.061%
17 5.610 733 742 753 rVB6 3396 10515 1.61% ©0.186%
18 5.818 767 776 789 rVB4 4423 13832 2.11% 0.245%
19 5.970 789 801 822 rBV2 122097 372900 56.96% 6.602%
20 6.153 822 831 839 rVW4 7795 22523  3.44% 0.399%
21 6.250 840 847 854 rVw3 6705 17763 2.71% 0.314%
22 6.348 854 863 876 rvVB3 15220 42991 6.57% 0.761%
23  6.604 898 905 914 rBV4 3088 7639 1.17% ©.135%
24 6.763 922 931 945 rBV 82464 211335 32.28% 3.741%
25 7.128 978 991 1002 rBV 289785 654639 100.00% 11.589%
26 7.311 1013 1021 1026 rBV 67260 153434 23.44% 2.716%
27 7.378 1026 1032 1043 rVB 89817 208471 31.85% 3.691%
28 7.653 1070 1077 1084 rBV2 6720 12264 1.87% 0.217%
29 7.775 1090 1097 1103 rBV2 7431 15140 2.31% 0.268%
30 7.957 1118 1127 1134 rBV2 7751 15271 2.33% 0.270%
31 8.274 1175 1179 1182 rBvV2 5398 7737 1.18% 0.137%
32 8.329 1182 1188 1201 rVB 38449 71578 10.93% 1.267%
33 8.598 1226 1232 1235 rBV3 12530 24214 3.70% 0.429%
34 8.652 1235 1241 1247 rVW 171332 302526 46.21% 5.356%
35 8.720 1247 1252 1258 rVwV 87103 138871 21.21%  2.458%
36 8.774 1258 1261 1264 rVB 6329 7837 1.20% 0.139%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 8.848 1270 1273 1279 rVB2 7906 11511 1.76% 0.204%
38 8.915 1279 1284 1287 rBV 5597 8945 1.37% 0.158%
39 8.963 1287 1292 1305 rVB2 27171 65076 9.94% 1.152%
40 9.104 1309 1315 1320 rVB2 4408 6817 1.04% 0.121%
41  9.396 1357 1363 1375 rBV 97457 170188 26.00% 3.013%
42 9.512 1376 1382 1386 rBV3 5126 8614 1.32% 0.152%
43 9.561 1386 1390 1395 rVB 17078 24232 3.70% 0.429%
44  9.622 1395 1400 1404 rBV 9577 16124 2.46% 0.285%
45  9.823 1427 1433 1442 rBV4 7489 15640 2.39% 0.277%
46 10.012 1457 1464 1467 rBV3 3255 6144 0.94% 0.109%
47 10.061 1467 1472 1478 rVWW 166410 247919 37.87% 4.389%
48 10.128 1478 1483 1488 rVB 5539 8881 1.36% 0.157%
49 10.201 1488 1495 1500 rBV 21186 31990 4.89% 0.566%
50 10.305 1500 1512 1517 rWV 86330 133659 20.42%  2.366%
51 10.359 1517 1521 1530 rvB2 13825 22212 3.39% 0.393%
52 10.591 1548 1559 1562 rBV5 4596 8798 1.34% 0.156%
53 10.646 1563 1568 1577 rVB 88103 118378 18.08%  2.096%
54 10.756 1582 1586 1587 rBV 7102 8504 1.30% 0.151%
55 10.780 1587 1590 1595 rvv2 15448 21185 3.24% 0.375%
56 10.859 1595 1603 1606 rvv3 10835 18122 2.77% 0.321%
57 10.896 1606 1609 1615 rvVv 8451 11659 1.78% 0.206%
58 10.963 1615 1620 1625 rvV 21879 28670 4.38% 0.508%
59 11.122 1641 1646 1651 rVB5 5727 10723 1.64% 0.190%
60 11.195 1651 1658 1669 rBV 130177 183957 28.10%  3.257%
61 11.311 1672 1677 1681 rVV 24822 34638 5.29% 0.613%
62 11.384 1684 1689 1695 rvv2 23769 42007 6.42% 0.744%
63 11.451 1695 1700 1702 rVV 11246 18562 2.84% 0.329%
64 11.475 1702 1704 1717 rVB2 17237 24559  3.75% 0.435%
65 11.615 1722 1727 1734 rBV 20476 25859 3.95% 0.458%
66 11.719 1740 1744 1746 rBV 9624 11609 1.77% 0.206%
67 11.756 1746 1750 1761 rVB 57792 75186 11.49% 1.331%
68 11.896 1761 1773 1777 rBvV2 11728 27187 4.15% 0.481%
69 11.945 1777 1781 1783 rBV4 4230 6265 0.96% 0.111%
70 11.975 1783 1786 1789 rVB 8832 10921 1.67% 0.193%
71 12.024 1789 1794 1800 rBV 197343 248221 37.92%  4.394%
72 12.091 1800 1805 1812 rVB 23799 33601 5.13% 0.595%
73 12.268 1825 1834 1838 rBV 8547 14400 2.20% 0.255%
74 12.323 1838 1843 1850 rVB 229418 286341 43.74% 5.069%
75 12.426 1854 1860 1864 rBV 21676 27385 4.18% 0.485%
76 12.469 1864 1867 1874 rVB 8094 10626 1.62% 0.188%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 8231 11297 1.73% 0.200%
78 12.725 1904 1909 1913 rBV4 5116 9142  1.40% 0.162%
79 12.896 1932 1937 1939 rBV4 4328 7267 1.11% 0.129%
80 12.926 1939 1942 1946 rVB2 5508 6636 1.01% 0.117%
81 12.975 1946 1950 1955 rVB2 7508 12296 1.88% 0.218%
82 13.030 1955 1959 1964 rBVS5 3319 6470 0.99% 0.115%
83 13.268 1993 1998 2001 rBV 20485 27269 4.17% 0.483%
84 13.383 2013 2017 2022 rBV2 8625 10737 1.64% 0.190%
85 13.578 2046 2049 2053 rBV3 7518 8677 1.33% 0.154%
86 13.633 2054 2058 2063 rVB6 3969 6665 1.02% 0.118%
87 13.780 2077 2082 2088 rVB 87213 115742 17.68%  2.049%
88 13.847 2088 2093 2097 rVB 11574 15479 2.36% 0.274%
89 14.042 2121 2125 2128 rBV 20589 22680 3.46% 0.402%
990 14.103 2132 2135 2138 rBV2 5851 6674 1.02% 0.118%
91 14.505 2196 2201 2206 rVB5 7167 11995 1.83% 0.212%
92 14.639 2216 2223 2227 rVV 83259 105715 16.15% 1.871%
93 14.779 2243 2246 2253 rVV 66059 85216 13.02% 1.509%
94 15.212 2313 2317 2323 rVV2 14546 19468 2.97% 0.345%
95 15.377 2340 2344 2347 rBV3 5615 8380 1.28% 0.148%
96 15.493 2356 2363 2368 rVB2 13225 25429 3.88% 0.450%
97 15.615 2377 2383 2386 rBV 16513 25126 3.84% 0.445%
98 15.651 2387 2389 2398 rVB 10779 13766 2.10% 0.244%
99 15.840 2412 2420 2425 rBV4 5235 13223 2.02% 0.234%
100 16.377 2501 2508 2516 rVB3 5047 10470 1.60% 0.185%
Sum of corrected areas: 5648714
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

. M4881-13ME
: 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH
: 10 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

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

: VX025574.D
: 07 Dec 2021 13:10

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

250000

200000

150000

100000

50000

TIC: VX025574.D\data.ms
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15489

1.26 2.80 4.2874.495 5.458
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 10
R.T. EstConc Area Relative to ISTD R.T.
1.264 6.83 ug/L 28875 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 64
2 Isobutane 58 C4H1e 000075-28-5 64
3 Isobutane 58 C4H10 000075-28-5 64
4 Isobutane 58 C4H10 000075-28-5 64
5 Isobutane 58 C4H10 000075-28-5 45
Abundance  Scan 29 (1.264 min): VX025574.D\data.ms (-26) (-) m/z 43.10 100.00%

43.1
5000 [\

120 140 160
‘ 50.157.1 g
\H\HH‘HH‘\\H‘H\\‘\H\‘HH‘HH’HH‘HHiH\’\\H‘HH‘HH’HH‘H\ m z 41 16 48 31

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane
T k

5000 e S
120 140 160
27.0

m/z 42.10 34.21%

150 ‘ 3.0 | 500570
\H\H\\‘\H\‘\\H‘H\\‘HH‘HH‘HH’HH‘HHH\’\\H‘HH‘HH’HH‘H\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
43.0 }\

120 1.40 160

5000 m/z 39.10 23.92%
27.0
10 10 36.0  50.057.0
A e KON
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #269: Isobutane — “(\A“‘ R
43.0 1.20 1.40 1.60

m/z 38.00 5.34%

5000

27.0
el

15.0 ‘ ‘
T e

|
30 35 40 45 50 55 60 65 120 1.40 1.60

miz--> 0 5 10 15 20 25
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 2 unknown-01 Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
1.574 2.69 ug/L 11384 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methan-d3-ol 35 CHD30 001849-29-2 3
2 Methan-d3-ol 35 CHD30 001849-29-2 3
3 Methoxyacetyl chloride 108 C3H5C102 038870-89-2 2
4 2-Chloroethanol 80 C2H5C10 000107-07-3 2
5 2-Chloroethanol 80 C2H5C10 000107-07-3 2
Abundance  Scan 80 (1.574 min): VX025574.D\data.ms (-69) (-) m/z 63.00 100.00%
63.0
35.1
9.1
5000
R
‘ ‘ 1.20 1.40 1.60 1.80
\\\‘\\\\‘\\\\‘\\1\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 35.19 78.7100
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #47: Methan-d3-ol
33.0
5000 et e
1.20 1.40 1.60 1.80
m/z 47.00 63.55%
\\\‘\\\\‘\\\\“‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
33.0
R
1.20 1.40 1.60 1.80
5000 m/z 45.10 61.87%
18.0
T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5884: Methoxyacetyl chloride R amLaana R | L
45.0 1.20 1.40 1.60 1.80
m/z 49.10 58.96%
5000
150 290
| ‘ ||, 630 800 108.0
T T e e e e e R SRR RE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
1.709 6.35 ug/L 26841 1,4-Difluorobenzene 6.763

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 Pentane 72 C5H12 000109-66-0 53
4 Pentane 72 C5H12 000109-66-0 42
5 Pentane 72 C5H12 000109-66-0 42
Abundance  Scan 102 (1.709 min): VX025574.D\data.ms (-98) (-) m/z 43.05 100.00%
F s71
5000
M T
72.0 ols 1.40 1.60 1.80 2.00
e 38l L BLB s 4110 90.10%
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0 J\
5000 I U R B R R
29.0 1.40 1.60 1.80 2.00
m/z 57.10 82.41%
72.
15.0 ‘ 1 ‘0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80
Abundance
43.0
\\‘A\\\\‘\\\\‘\\\\’\\\\‘
1.40 1.60 1.80 2.00
27.0 57.0
5000 . m/z 42.05 80.63%
15.0
20 72.0
B o e B e
m/z--> 0O 10 20 30 40 50 60 70 80 j\
Abundance #810: Pentane R ARRRARE
43.0 1.40 1.60 1.80 2.00
m/z 56.10 29.92%
5000
27.0
57.0 72-0
15.0
T T e e e R R R
m/z--> 0O 10 20 30 40 50 60 70 80 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 : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.800 8.45 ug/L 35698 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
Abundance Scan 281 (2.800 min): VX025574.D\data.ms (-276) (-) m/z 43.10 100.00%
43.1
5000 _— /J\
A A\
571 RS R
| | | ss0 2.40 2.60 2.80 3.00 3.20
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘i\}\\“\‘\H\‘\\\\“\‘\\\‘\\‘1\‘\\\ m/z 42.16 56.7900
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2047: Pentane, 2-methyl-
43.0
A" M
5000 DL B BLRLEL B R
71.0 2.40 2.60 2.80 3.00 3.20
570 m/z 41.16  44.79%
27.0
\\\‘\\\\‘\\\.\‘\\\‘\“\\\\“\}\\‘\\‘1‘\‘\\\\l\\\\‘?el'\o‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
43.0
A\‘\\\\‘\\\\‘\\\\’\\\\‘\\
2.40 2.60 2.80 3.00 3.20
5000 71.0 m/z 71.10 39.83%
210 57.0
15.0 86.0
A R e R
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl- E ‘H““‘H““W‘m“_‘
43.0 2.40 2.60 2.80 3.00 3.20
m/z 39.00 16.96%
5000
27.0 71.0
15.0 ‘ ‘ | 57"0 ‘ 86.0
e e e e e e e L A M S
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
3.080 5.38 ug/L 22723  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
Abundance Scan 327 (3.080 min): VX025574.D\data.ms (-319) (-) m/z 57.10 100.00%
57.1
41.0
5000
R R ARAREEEY s
‘ ‘ | 710 g1 2.80 3.00 3.20 3.40
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\‘\\\“\\\\“‘\\\\‘\\\‘\‘\\\ m/z 56.19 79.1900
ml/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2050: Pentane, 3-methyl-
57.0
29.0 41.0
5000 L L L BN R
2.80 3.00 3.20 3.40
m/z 41.05 59.58%
15.0 “‘ ‘ 71.0 86.0
. | ! | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
57.0
N ARARSETEEEEEE Y
410 2.80 3.00 3.20 3.40
: m/z 43.10 21.05%
5000 9.0 /
15.0 71.0 8.0
LA o e AR
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2049: Pentane, 3-methyl- R ERAEmaREEES R
57.0 2.80 3.00 3.20 3.40
m/z 39.00 17.45%
200 410
5000
1o 180 | ‘ T 8s0
e e e e e e RmmE e
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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: Cyclic4.287 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4,287 12.36 ug/L 52251 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 91
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
Abundance Scan 525 (4.287 min): VX025574.D\data.ms (-515) (-) m/z 56.10 100.00%
56.1
41.0
5000 69.1
L
‘ ‘ 84.1 4.00 4.20 4.40 4.60
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘}\‘\\\i‘\u\‘\\\w“\\\\‘\\‘\\‘\\ m/z 41.05 54.4300
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 UL L L LI L L BN
4.00 4.20 4.40 4.60
m/z 69.10 46.44%
280 ‘ | ‘ 84.0
\\\‘\\\\‘]\-5\.(\)‘\\{H“\\\i}\‘\\\“\” ‘\‘\\\‘1‘\\\\‘\!\\‘\\
miz-> 0 10 20 30 40 50 60 70 80 90
Abundance
56.0
AR RAR
41.0 4.00 4.20 4.40 4.60
5000 m/z 55.10 25.25%
69.0
27.0
84.0
1.0 15.0
A e e B  Eama
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl- R R
56.0 4.00 4.20 4.40 4.60
m/z 39.10 24.97%
5000 41.0
84.0
27.0
o0 ||| wo
\\\‘H\\‘\H!‘\HU‘HH‘\‘HWM A A RA RS G P
m/z--> 0 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60

SFAMXLM112221WMA.M Wed Dec 15 01:16:51 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 8 1-Butanol, 2-ethyl- Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
5.818 3.27 ug/L 13832 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 50
2 1-Heptene, 4-methyl- 112 C8H16 013151-05-8 42
3 Pyrrolidine 71 C4HON 000123-75-1 40
4 1-Pentanol, 3,4-dimethyl- 116 C7H160 006570-87-2 38
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 38
Abundance Scan 776 (5.818 min): VX025574.D\data.ms (-767) (-) m/z 43.10 100.00%
56.1 0.1
5000
Py
R EABAERRRES S
‘ ‘ | 87-1 5.40 5.60 5.80 6.00 6.20
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘ m/z 41.19 88.1600
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4997: 1-Butanol, 2-ethyl-
43.0
70.0
5000 | L LB B R
55.0 84.0 5.40 5.60 5.80 6.00 6.20
m/z 70.10 68.60%
29.0 ‘ ‘
\\‘\\\\‘\\\‘\“‘\\\\‘H}\\‘\\\‘\‘\\\\‘}\\\‘\\‘\\‘\\\\‘\.\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
70.0 PP e
5.40 5.60 5.80 6.00 6.20
m/z 56.10 66.02%
5000 55.0
27.0
15.0 84.0 970 1120
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #692: Pyrrolidine R R T T
43.0 5.40 5.60 5.80 6.00 6.20
m/z 71.10 55.47%
70.0
5000
28.0
s s L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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: Cyclic6.153 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.153 5.33 ug/L 22523  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 93
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 91
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 90
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 80
Abundance Scan 831 (6.153 min): VX025574.D\data.ms (-822) (-) m/z 70.00 100.00%
70.0
411
5000
e
‘ 98.1 147.0 5.80 6.00 6.20 6.40
\\\‘\\\\“\\”h\“\‘H‘\\“\\\\“\\\\‘\\\\‘\‘\\\ m/z 56.19 76.1100
miz--> 20 40 60 80 100 120 140
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
70.0
41.0
5000 L L L I B BRI
5.80 6.00 6.20 6.40
m/z 55.00 67.33%
o |
\\“\‘\‘}\\}‘\\“\M\“\H‘\\‘\\\\“\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
70.0
41.0 /A/\“,‘A
5.80 6.00 6.20 6.40
5000 m/z 41.10 66.40%
98.0
L e a2 e e e
m/iz--> 20 40 60 80 100 120 140 /\
Abundance #3805: Cyclopentane, 1,3-dimethyl- ‘_“W“H“H‘,H“‘
70.0 5.80 6.00 6.20 6.40
41.0 m/z 39.00 32.54%
5000
98.0
ANV
m/z--> 20 40 60 80 100 120 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 (DEL) Alkane: Cyclic6.250 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
6.250 4.20 ug/L 17763  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 81
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 80
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 80
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 72
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 70
Abundance Scan 847 (6.250 min): VX025574. D\datams(840)() m/z 70.10 100.00%
41.0
5000 83.0 }
‘ ‘ 98.1 6.00 6.20 6.40 6.60
\\’\\\\‘\\\\‘\\\\‘\}\\“\M\\‘\\\‘\ \\\\“‘\\\\‘\\\\“\\\\ m/z 56.19 85.5900
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0
/
5000 LA L L B L L B
6.00 6.20 6.40 6.60
21.0 83.0 m/z 55.10  74.70%
5.0 M ‘ ‘ 98.0
\\’\\\\‘\\\\‘\\\\}\‘\\\“\H\‘\‘\\\‘\‘\\\\‘\\\\‘\\\!‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
56.0 70.0
41.0 /\/\‘“,ﬂ
6.00 6.20 6.40 6.60
5000 m/z 41.00 55.82%
27.0 83.0
98.0
R A L o e A
m/z--> 10 20 30 40 50 60 70 80 90 100 /\
Abundance #3805: Cyclopentane, 1,3-dimethyl- H“_“W“‘W“H,‘H
70.0 6.00 6.20 6.40 6.60
ao 0 m/z 83.00 43.68%
5000
21.0 83.0
98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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: Cyclic6.348 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.348 10.17 ug/L 42991 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 90
2 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 87
3 Isopropylcyclobutane 98 C7H14 000872-56-0 81
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 72
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 72
Abundance Scan 863 (6.348 min): VX025574.D\data.ms (-854) (-) m/z 56.10 100.00%
56.1
70.1
41.0
5000 /\/\/\
83.0 982 AR e
| | ‘ ‘ 6.00 6.20 6.40 6.60
el L w2 7e.10 83.56%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl-
56.0
41.0 70.0 /\
5000 A \‘\\\\’\\\\‘\\\\/‘/\\\\\‘\
6.00 6.20 6.40 6.60
27.0 830 980 m/z 55.05 76.75%
\\\‘\\\\‘\\\\‘\\\‘}“\\\\‘i\‘\\\‘\‘l ‘\‘\\\}“\\\\‘\‘\\\‘\\\!‘\\\\
miz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance
56.0 70.0
41.0 A
e A ARAaE Ra i o
6.00 6.20 6.40 6.60
5000 m/z 41.05 69.58%
27.0
98.0
83.0
15.0
T T T T T T e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane 4 P R
56.0 6.00 6.20 6.40 6.60
41.0
m/z 69.05 36.62%
70.0
5000 27.0
98.0
| |3
H‘_“W‘H“HlM‘H:}m‘qﬂlL‘Huuu‘u‘m‘w“u‘u“ } LA .
m/z--> 0 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 (DEL) Alkane: Cyclic7.653 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
7.653 2.90 ug/L 12264 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 87
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 87
3 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 35
4 Cyanamide, dimethyl- 70 C3H6N2 001467-79-4 27
5 3-Penten-1-o0l 86 C5H100 039161-19-8 27
Abundance Scan 1077 (7.653 min): VX025574.D\data.ms (-1070) (-) m/z 69.00 100.00%
69.0
41.1
56.1
5000
“H‘H‘w“u,u‘w“
‘ 831 981 7.40 7.60 7.80 8.00
e M L m/z e8.e6  84.25%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3747: Cyclopentane, ethyl-
69.0
41.0
5000 550 \\\\‘\\\\‘\\\\’\\\\‘\\\
7.40 7.60 7.80 8.00
570 m/z 41.10 65.00%
| 830 980
\\\‘]\-\5\(\)‘\\\‘\“\\\\‘\‘\\\‘\w\‘\‘\\\‘\‘\\\\’\‘\\\’\\\!’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
41.0 69.0
P e
N
m/z
5000 270
98.0
15.0 83.0
T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3798: Cyclopropane, 1,1-diethyl- H““‘H““W““‘H‘
41.0 69.0 7.40 7.60 7.80 8.00
55.0 m/z 56.10 53.89%
5000
27.0 98.0
‘ ‘ 83.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX@25574.D

Acqg On : 07 Dec 2021 13:10

Operator JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 13 (DEL) Alkane: Cyclic7.775 Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
7.775 3.58 ug/L 15140 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 95
2 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
3 Heptane, 3-methylene- 112 C8H16 001632-16-2 87
4 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 86
5 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 83
Abundance Scan 1097 (7.775 min): VX025574.D\data.ms (-1090) (-) m/z 70.10 100.00%
70.1
55.1
5000
ot wu_ww_m/,vv
| ‘ | 830 970 1121 7.40 7.60 7.80 8.00
e e e e e e e m/z 55.10 74.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0
5000 L L L LA BN R B
41.0 7.40 7.60 7.80 8.00
27.0 m/z 41.10 31.64%
97.0 112.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
70.0
“H‘W‘H“H‘W‘H‘,
55.0 7.40 7.60 7.80 8.00
5000 m/z 69.10 26.75%
41.0
27.0 83.0 97.0 112.0
A E e e B AARAREIREES S Sy
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7563: Heptane, 3-methylene- A maari e S
55.0 70.0 7.40 7.60 7.80 8.00
m/z 42.10 25.36%
5000 41.0
27.0 112.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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: Cyclic7.957 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
7.957 3.61 ug/L 15271  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 91
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 91
3 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 72
4 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 64
5 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 52
Abundance Scan 1127 (7.957 min): VX025574.D\data.ms (-1118) (-)| m/z 70.10 100.00%
56.1 70.1
41.1
5000
4.1 DML i
‘ ‘ ‘ 972 111.9 7.60 7.80 8.00 8.20
\H‘HH‘\H\’\\H‘\‘\H‘\‘\\‘H\‘\‘\H\‘\H\‘\\\‘\‘H\\“H\\‘\ m/z 56.16 89.1600
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
5000 41.0 ’\\‘\u[\\‘uu‘uu‘\{\\/\\\/’\‘/\\
7.60 7.80 8.00 8.20
84.0 m/z 55.10 79.14%
|
Iy m ‘ ‘
\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 /\
56.0 70.0
41.0 7.60 7.80 8.00 8.20
5000 m/z 41.10 54.94%
27.0
84.0 112.0
97.0
13.0
AR R e e e o e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 m
Abundance #7659: Cyclopentane, 1,2,3-trimethyl- m“‘u“u“_“‘_“W‘
56.0 70.0 7.60 7.80 8.00 8.20
m/z 69.10 45.29%
5000
41.0
84.0 112.0
20 | \‘ 970 | i
1 1
T e e e e e A EEmanmEE SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX@25574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 16 (DEL) Alkane: Cyclic9.598 Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
8.598 4.88 ug/L 24214  Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 93
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 93
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 91
4 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 91
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 90

Abundance Scan 1232 (8.598 min): VX025574.D\data. ms(1226) () m/z 97.10 100.00%
97.
55.1
5000
41.1 112.1
69.1 _ww_m,ww
H ‘ H 831 | 8.20 8.40 8.60 8.80 9.00
errrrrprrer et el il m/z 55,10 82.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7612: Cyclohexane, 1,3-dimethyl-
55.0 97.0
5000 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
41.0 112.0 8.20 8.40 8.60 8.80 9.00
270 69.0 ' m/z 112.10  34.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55.0 97.0
“H‘_‘H‘H“W‘H‘H
8.20 8.40 8.60 8.80 9.00
5000 41.0 ITI z 41.10 32.06%
112.0
270 69.0
14.0 830
e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans- ‘H“_“W“H,‘H“‘
55.0 97.0 8.20 8.40 8.60 8.80 9.00
m/z 69.10 22.60%
5000 41.0
69.0 112.0
it IO ALl
‘w‘H‘M‘H‘H‘wwu‘MHN‘HJM‘H‘MMH‘HJ‘H‘W‘H‘_ et A L
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 : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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: Cyclic9.561 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
9.561 4.89 ug/L 24232  Chlorobenzene-d5 10.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 95
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 90
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
5 2-Hexene, 2,4-dimethyl- 112 C8H16 014255-23-3 59
Abundance Scan 1390 (9.561 min): VX025574.D\data.ms (-1386) (-) m/z 83.10 100.00%
83.1
55.1
5000
411 112.1
— —4
‘ 69.0 ‘ 9.50
SN | Y A S S m/z 55.18  66.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
5000 /\\\/\\‘\\/\\/\T‘/"\/
410 i 9.50
0 m/z 82.10 48.47%
27.0 ‘ 69.0
\\‘\\\\‘\\\‘\“\\\\il‘\\\“\‘1!\‘\\\‘}‘i\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
83.0
55.0 950 |
5000 m/z 41.10 31.42%
41.0
112.0
27.0
6.0 97.0
R R RRREE e o R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 M
Abundance #7537: Cyclohexane, ethyl- A ‘ T ‘A‘ ‘ 4V
83.0 9.50
55.0 m/z 112.10 27.19%
5000
41.0
112.0
27.0 69.0 ‘ /\
S NS e A P T £ NN N — -
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 : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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: Cyclic9.622 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
9.622 3.25 ug/L 16124  Chlorobenzene-d5 10.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 87
4 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 53
5 4(1H)-Pyridinone, 2,3-dihydro-1-... 111 C6H9NO 035488-00-7 50

Abundance Scan 1400 (9.622 min): VX025574.D\data.ms (-1395) (-) m/z 111.10 100.00%

111.1
69.1
5000 55.0
41.0
83.1

9 50 10 00

| ‘ ‘ 97.2 | 1261

\\‘HH’\H\‘HH““H\‘\‘\\“\‘\Hi‘HH‘\\‘\\‘H\‘\‘Huiuu‘uh‘\u ITIZ 69.10 66.94%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
41.0 950 10.00

m/z 55.00 38.57%
27.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
69.0 111.0
A/\ »ﬂw

55.0 950 10.00
5000 41.0 m/z 41.85 29.40%
83.0
27.0
97.0 126.0
— T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 M

Abundance #13248: Cyclohexane, 1,1,3-trimethyl- o A A“/
69.0 111.0 9. 50 10 00

m/z 83.10  22.35%

5000 410 250
83.0
27 0
‘ 97.0 126.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 34
R.T. EstConc Area Relative to ISTD R.T.
9.823 3.15 ug/L 15640 Chlorobenzene-d5 10.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 53
2 Nonane, 4-ethyl-5-methyl- 170 C12H26 001632-71-9 47
3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 47
4 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 43
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 40

Abundance Scan 1433 (9.823 min): VX025574.D\data.ms (-1427) (-) m/z 43.10 100.00%

43.1
111.1 Ao

Al
m “ 9.50 10.00
|

: m/z 41.00 50.89%

m/z--> 20 40 60 80 100 120 140 160
Abundance #14554: Heptane, 2,3-dimethyl-
43.0
00 W A i
84.0 9.50 10.00

‘ m/z 84.10  48.06%

T

. 128.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
43.0 (\/\ ﬂ\ [\
N PANL 1o d
9.50 10.00
m/z 69.10 40.41%
5000 84.0 /
15.0 65.0 113.0 141.0 170.0
T e e e
m/z--> 20 40 60 80 100 120 140 160 /\ m
Abundance #8626: Hexane, 3-ethyl- ik A ANL,
43.0 9.50 10.00
m/z 85.10 34.08%
5000 84.0
50| | lesd | 1 ) [L A
A — A ‘
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 : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 24
R.T. EstConc Area Relative to ISTD R.T.
10.360 4.48 ug/L 22212  Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 60
2 Nonane 128 C9H20 000111-84-2 53
3 Nonane 128 C9H20 000111-84-2 52
4 trans-1,2-Diethyl cyclopentane 126 C9H18 000932-40-1 43
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 43
Abundance Scan 1521 (10.359 mln) VX025574.D\data.ms (-1517) (- m/z 57.10 100.00%
43.1 57.
97.0
5000
71.0 j\
VAN LY EEYA ‘/W |
‘ 1262 10.00 10.50
H‘\H\‘\H\‘HH‘\H\‘\\H‘HH‘\H\‘\H\‘HH‘HH’HH‘H\‘\‘\\H m/z 43.16 99.7200
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14520: Nonane
43.0
i J\ /L
5000 "A”‘\ PLac ‘ /‘\f\(\ .
10.00 10.50
29.0 71.0 850 m/z 41.05 61.99%
990
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0 A/\f{w\
£\ ‘
57.0 10.00 10.50
5000 m/z 55.10  61.20%
29.0
71.0 85.0
15 99.0 128.0
R LARANRA NI e A L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\V\/\
Abundance #14521: Nonane AR AL
43.0 10.00 10.50

m/z 97.05 52.31%

57.0
5000
29.0
710 850
128.0
“ O — “ 99.0 1130 1%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10. 00 10 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 1H-Indene, octahydro-, cis- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
10.780 4,27 ug/L 21185 Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-, cis- 124 C9H1e6 004551-51-3 62
2 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 62
3 1H-Indene, octahydro-, trans- 124 C9H16 003296-50-2 55
4 1H-Indene, octahydro-, trans- 124 C9H1le6 003296-50-2 55
5 1H-Indene, octahydro-, trans- 124 C9H1e6 003296-50-2 50
Abundance Scan 1590 (10.780 min): VX025574.D\data.ms (-1587) (- m/z 81.10 100.00%
81.1
67.0
5000
96.0 /k
43.0
oap |t UL A e
‘ ‘ ' 10.50 11.00
H\‘\H\‘HH‘HH’l\H’\‘\‘H‘H‘!\‘\H““ \‘H“\\‘H‘HH“\‘H\‘HH‘H m/z 67.06 75.4500
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12189: 1H-Indene, octahydro-, cis-
81.0
67.0
5000 % Loy 5 /\“ L /\A
41.0 10.50 11.00
124.0 m/z 57.00 44.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
81.0 j\/\u
67.0 10 50 11 OO
41.0 o
5000 96.0 m/z 71.05 40.977%
124.0
110.0
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 A ﬂ /\\
Abundance #12196: 1H-Indene, octahydro-, trans- o fl, S B
67.0 10.50 11.00
m/z 96.05 37.70%
96.0
5000 81.0
270 41.0 124.0
30 b 1100 b
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 : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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: Cyclic1@.859 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
10.859 3.65 ug/L 18122  Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 72
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 64
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64
Abundance Scan 1603 (10.859 min): VX025574.D\data.ms (-1595) (- m/z 83.10 100.00%
83.1
55.1
5000 41.1
1261 aaa WA o A/l
6g.9 10,50 11.00
O ' ' ;
H‘HH‘\H\‘\H\i\H\‘\H\‘HH‘HH’HH‘HH‘\\H‘\\H‘\H\‘\H m/z 82.19 76.110
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
5000 41.0 ar— B /\M =
10.50 11.00
27.0 126.0 m/z 55.18 69.31%
I 69.0
H‘HH‘\H“\“\H\‘i“H\‘\‘H‘\‘H\ﬁiHH’\lH‘?Z\.(‘)\\H‘\\H‘\H\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
83.0
55.0 ALPN~ 2™
10.50 11.00
5000 m/z 41.10 47 .24%
41.0
126.0
27.0 69.0
97.0 1110
L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13260: Cyclohexane, (1-methylethyl)- 4\ ‘ —
83.0 10.50 11.00
55.0 m/z 67.85  39.60%
5000 41.0
Gf-o 126.0 /\M /\
27.0
S O OO 1. N P VUL 6 W LA
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 : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 Benzene, propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.310 6.98 ug/L 34638 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 81
2 Benzene, propyl- 120 C9H12 000103-65-1 81
3 Benzene, propyl- 120 C9H12 000103-65-1 74
4 Benzene, propyl- 120 C9H12 000103-65-1 70
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 64
Abundance Scan 1677 (11.311 min): VX025574.D\data.ms (-1672) (| m/z 91.10 100.00%
91.1
5000
llOd ide FA‘
39.0 . 281. : :
Ao B2 120,18 23.96%
miz-> 50 100 150 200 250
Abundance #10701: Benzene, propyl-
91.0
5000 }\, ‘ )\M A
11.00 11.50
120.0 m/z 92.00 11.41%
39.0 | |
R I N B .
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance
91.0 A
W
11.00 11.50
5000 ITI/Z 65.00 9.85%
120.0
39.0
— — — — —
miz--> 50 100 150 200 250 /\ /\ /\
Abundance #10699: Benzene, propyl- L A, ‘ ‘A‘ o
91.0 11.00 11.50
m/z 78.00 5.38%
5000
120.0
0o b |
| L Il L I
T e S N B — — — e
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX@25574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.384 8.46 ug/L 42007 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-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 93
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 76

Abundance Scan 1689 (11.384 min): VX025574.D\data.ms (-1684) (- m/z 105.10 100.00%

b Ll

5000
120.1
I Pt

390 550 7.0 11.00 11.50

S e W 1492 106 08 28.50%
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
A da)

120.0 11.00 11.50
m/z 91.85  12.23%

77.0
\\\.‘\‘\ \:3\9“-0\\‘\5\9‘.9‘\ T \““ T \‘} T “i‘\ T \"‘\ LI ‘ T
miz--> 20 40 60 80 100 120 140
Abundance
105.0 j\
— oAl
11.00 11.50
5000 ITI/Z 106.00 10.16%
120.0
39.0 77.0
59.0
—— e T e
miz--> 20 40 60 80 100 120 140 /\ /\ }\
Abundance #10723: Benzene, 1-ethyl-3-methyl- — ‘ ‘A‘ e ‘/
105.0 11.00 11.50
m/z 76.95 10.11%
5000
120.0
39.0 77.0 J\ /\J\ )\
H““"‘“““1‘5‘%"““‘““““1“‘1”“‘,‘””‘” o H/\‘ Pl d
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 : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.615 5.21 ug/L 25859 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 1727 (11.615 min): VX025574.D\data.ms (-1722) (| m/z 105.10 100.00%
105.1
5000
120.1 A
L
77.1 91.0
39.0 ea0 | M0 ‘ 11.50 12.00
rrprrrr e e e e m/z 120.10  28.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0
5000 AM /\ AU f\
120.0 11.50 12.00
m/z 77.10 12.22%
77.0 91.0
150 390 630 ') '
\\’H\\’H\\’H\\’\H\’\H\‘\\H‘\\\\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance AA
105.0 M\ /\
(AT LA
11.50 12.00
5000 m/z 91.00 11.65%
120.0
6.0 39.0 63.0 77.0 91.0
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene A rA‘ﬁ}‘ i
105.0 11.50 12.00
m/z 79.10 9.99%
5000 120.0
77.0
51.0 91.0 /\j\ /\,(\ /\
SN ¢ gt . ¥ Y P A A
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 Benzene, (1-methylpropyl)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.896 5.48 ug/L 27187 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 76
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 76
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 76
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 76
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 70
Abundance Scan 1773 (11.896 min): VX025574.D\data.ms (-1761) (- m/z 105.10 100.00%
105.1
5000 /\ A
wer | L g,
77.1
511 o ‘ 11.50 12.00
H‘HH‘HH‘\H\“‘\‘H\“H‘\H\‘\‘\‘\‘\“H\1“HH‘\H‘\‘\}H‘\H‘\‘HH‘HH‘H m/z 134.05 24.8900
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17046: Benzene, (1-methylpropyl)-
105.0
5000 T o ﬂ :
11.50 12.00
134.0 m/z 91.10 17.84%
H‘HH‘%Z\-?H\“\H\IS\:‘IT\.\()H‘HH‘Tj}"?\\\“\\H‘\‘\l\‘\\\\‘HH‘\!H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance ﬁ\ A
105.0
u Ll
11.50 12.00
5000 m/z 77.10 14.78%
134.0
270 510 70
T T e T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ J\ /\/\
Abundance #17047: Benzene, (1-methylpropyl)- \A‘ el ‘”ﬁ ‘
105.0 11.50 12.00
m/z 95.00 13.94%
134.0
77.0
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 27 Benzene, 1,2,3-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.091 6.77 ug/L 33601 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Mesitylene 120 CO9H12 000108-67-8 93
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 1805 (12.091 min): VX025574.D\data.ms (-1800) (- m/z 105.10 100.00%
105.1
5000 120.1 A j\
T A
390 g3 (1911 12.00
\\’\\H’\\H’HH"‘\‘\\\"‘\‘H‘H\‘\‘H‘\\\‘\‘“\\H“HH‘\‘\‘\‘\‘H‘\‘\“‘HH‘ m/z 129.16 49.3500
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 120.0 ] ey /\ —
12.00
770 m/z 77.10 13.13%
51.0 7 91.0
\\’\\\\’\2\\7\.’0\\H"H\\"‘\‘\\\“6\4\.’-\(\)‘\\\‘H‘\\H“HH‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance AA
105.0 )\
LU AN
12.00
m/z 91.10 11.69%
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 A J\/\A /\ /{,\,
Abundance #10695: Mesitylene b b A ey KA
105.0 12.00
m/z 119.10 9.62%
120.0
5000
300 g3 770 910 | /\ A
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 : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 28 Benzene, 1-methyl-3-propyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
12.268 2.90 ug/L 14400 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 91
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 91
3 Benzene, 1-methyl-3-propyl- 134 C1eH14 001074-43-7 90
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 86
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 86
Abundance Scan 1834 (12.268 min): VX025574.D\data.ms (-1825) (| m/z 105.00 100.00%
105.0
5000
134.1 /\ N
e e E e T
77.0 12.00 12.50
9160, [0 ;
\\‘H\\‘\\H‘HH"HH“\‘H\’\‘\‘\\‘\H\‘H\\’\\H‘HH’H\‘\‘HH‘HH‘H m/Z 134.05 27.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17048: Benzene, 1-methyl-3-propyl-
105.0
5000 T T T /\\ ’\A T [\ ﬂ
12.00 12.50
134.0 m/z 106.10  17.37%
77.0 ‘
\\‘J-HS\.\O‘\\\‘\‘\ﬁ?"‘?\\“\\\?’z\.\\\‘\Hm‘H\\’H\H‘\‘\!\’\H\“HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
105.0 (\ [\A /\
e
12.00 12.50
5000 m/z 91.00 14.08%
134.0
77.0
39.0 55.0
T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 k j\/\ﬂ /\ M/\
Abundance #17051: Benzene, 1-methyl-3-propyl- AL A L AL
105.0 12.00 12.50
m/z 77.00 13.35%
5000
77.0 134.0
39.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 29 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.426 5.52 ug/L 27385 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Undecane 156 C11H24 001120-21-4 87
3 Undecane 156 C11H24 001120-21-4 87
4 Undecane 156 C11H24 001120-21-4 87
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 83
Abundance Scan 1860 (12.426 min): VX025574.D\data.ms (-1854) (- 57.10 100.00%
57.1
- o V\//VU\JL‘
L s s 280
\\\‘\\\\‘1\\‘\‘\\‘\“\‘\\“\\\'\‘\\\\‘\\\\‘\ 84.697%
miz--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
5000
85.0 12 50
20.0 m/z 71.10 60.74%
a0 S0
miin | 1l L
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 60 80 100 120 140 160
Abundance
43.0
A W Pzl
12 50
5000 52.34%

71.0
26.0 99.0 127.0 156.0
I L B e e o T T o B I o
m/z--> 20 40 60 80 100 120 140 160
Abundance

#33081: Undecane
57.0 1250

m/z 85.10  39.09%

5000

85.0

29.0
L mso ol

m/z--> 20 40 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 : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 30 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.268 5.49 ug/L 27269 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 97
2 Dodecane 170 C12H26 000112-40-3 95
3 Dodecane 170 C12H26 000112-40-3 93
4 Dodecane 170 C12H26 000112-40-3 93
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 90
Abundance Scan 1998 (13.268 min): VX025574.D\data.ms (-1993) (- m/z 57.10 100.00%
57.1
5000
39 ‘ 112.1 133.0 170.3 13 00 13 50
\\\‘\\\\ ‘\‘\‘\\“‘\‘\\‘\‘H‘\\\\‘\\\\‘\\\\‘\\\\‘ m/z 43.19 81.0600
miz--> 20 40 60 80 100 120 140 160
Abundance #45478: Dodecane
57.0
5000 Mj\ﬁv P
85.0 13.00 13.50
m/z 71.10 65.02%
29.0
T ‘ \‘\‘\ \“‘\ T \H“ T \“} T “1 T \H‘ \].\1%'\0‘ \‘\ \1\4.‘1\.(\)\ T ‘]:7\?.\0‘
miz-> 40 60 80 100 120 140 160
Abundance
43.0 NJ
71.0 13.00 1350
5000 m/z 41.05 52.61%
98.0 127.0 170.0
R e S
m/z--> 20 40 60 80 100 120 140 160
Abundance #45480: Dodecane T ——
57.0 13.00 13.50
m/z 85.10  32.53%
5000
85.0
29.0 0.0 /\ A)
112.0 170.
b e e 7 B
m/z--> O 60 80 100 120 140 160 13. 00 13.5
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX@25574.D

Acqg On : 07 Dec 2021 13:10

Operator JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 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 31 Azulene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.780  23.31 ug/L 115742  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 94
3 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 94
5 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 91

Abundance Scan 2082 (13.780 min): VX025574.D\data.ms (-2077) (- m/z 128.05 100.00%
128.1
5000
1350  14.00
511 7509 1020 : .
e T8 T 1499 57 00 12.71%
m/z--> 20 80 100 120 140
Abundance #13686: Naphthalene
128.0
5000 e —re
13.50 14.00
m/z 129.05 10.63%
51.0 75.0 102.0 \H
L Il (T L
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\
m/z--> 20 80 100 120 140
Abundance
128.0
—= —
13.50 14.00
5000 m/z 102.00 8.34%
102.0
28.0 51.0 77.0
e R w2 e o e
m/iz--> 20 80 100 120 140
Abundance #13684: Naphthalene T ——
128.0 13.50 14.00
m/z 126.10 7.67%
5000
51.0 740 102.0
o 0T T 4
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 : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 32 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
13.847 3.12 ug/L 15479 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
2 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 72
3 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 64
4 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 64
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 59

Abundance Scan 2093 (13.847 min): VX025574.D\data.ms (-2088) (- m/z 57.05 100.00%
57.0

o M

39 85.1 112.2 3‘ d ; ‘od
13.5 14.

155.1
\\\’\\\\"\\\““\\\‘\“‘!‘\\\H“\‘\\“\‘\\]-\3,\7‘2\\\\‘\ m/z 71.05 92.0100
m/z--> 20 40 60 80 100 120 140 160
Abundance #22091: Octane, 2,6-dimethyl-

57.0

5000 A B
13.50 14.00

‘ m/z 43.05 58.83%
\

29.0 gso 1130
\\\’\‘\‘\\’\\\ “\\H}\‘i‘\\\‘\\l\‘\\\]\_4‘2\.(\)\\‘\
m/z--> 20 60 80 100 120 140 160
Abundance
57.0

13. 50 14 00
5000 m/z 41.05 31.75%
39.0 85.0 112.0 141.0
T B S e o T T B
m/z--> 20 40 60 80 100 120 140 160
Abundance #22107: Octane, 2,6-dimethyl-
57.0 13. 50 14 00
m/z 56.00 25.86%
5000
29.0 113.0
i
“‘,‘L“,“‘ u‘JM“ﬂ“““l““‘%fgg““ ; IR 1
m/z--> 60 80 100 120 140 160 13. 50 140
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 33 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.042 4.57 ug/L 22680 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Tridecane 184 C13H28 000629-50-5 96
3 Tridecane 184 C13H28 000629-50-5 95
4 Tetradecane 198 C14H30 000629-59-4 90
5 Dodecane 170 C12H26 000112-40-3 90
Abundance Scan 2125 (14.042 min): VX025574.D\data.ms (-2121) (|  m/z 57.85 100.00%
57.0
5000 85.1 /w/\
1400
112.1 184.3 :
‘H_m““mH‘_““‘Nl”‘”‘mu,mlf‘,l‘?}???wm m/z 43.05 73.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59026: Tridecane
57.0
5000 ‘14\00‘ \
29.0 85.0 :
m/z 71.10 66.71%
. 120 1m0 1840
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0
WA&A“ plaady ‘%
14.00
m/z 41.05 41.39%
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
Abundance #59028: Tridecane T
57.0 14.00
m/z 85.10  38.46%
5000 85.0
29.0
112. 184.0
‘H_M‘H“‘MH_J“w‘!”““mu?mlf“l‘?”_m‘m 1 AM Hwg J‘\
m/z--> 20 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 : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 34 Naphthalene, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.639  21.29 ug/L 105715 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, 1-methyl- 142 C11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94

Abundance Scan 2223 (14.639 min): VX025574.D\data.ms (-2216) (- m/z 142.05 100.00%
142.1

5000
1151
[ [ -
14.50 15.00
39.0 630 89.0
‘HH“H”\\““\‘\H‘\”\“\‘\‘H‘H\‘\"\‘H\““\\\\‘\\\\‘\\\\2’9\7.\2\ m/Z 141.05 83.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0 f\
5000 — —
115.0 14.50 15.00

m/z 115.10  32.99%

300 030 800 I

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

Abundance
142.0
—— =
14.50 15.00
m/z 143.05 12.07%
5000 115.0
39.0 630 890
A B e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl- — e
142.0 14.50 15.00
m/z 139.05 10.47%
5000
115.0
50.0 10 990 | |
e e e e e e e —— ——
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 : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 35 Naphthalene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.779  17.17 ug/L 85216 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
5 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 91
Abundance Scan 2246 (14.779 min): VX025574.D\data.ms (-2243) (| m/z 142.05 100.00%
142.1
5000
115.1
—— —
14.50 15.00
39.0 630 891
30 AL B 1892 14105 85.09%
miz--> 20 40 60 80 100 120 140 160
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 — ——
115.0 14.50 15.00
m/z 115.05  35.49%
51.0 ‘7]‘..0 89.0 H
Il 18 | il Il
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
142.0
— —
14.50 15.00
m/z 139.05 11.60%
5000 115.0
390 630 89,0
e I B e
m/z--> 20 40 60 80 100 120 140 160
Abundance #22143: Naphthalene, 2-methyl- — —
142.0 14.50 15.00
m/z 143.00 10.75%
5000
115.0
39.0 ‘637-0‘ 89.0 |
I Ml 1 I mi mil I
A B e e —— Ty
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 36 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
15.212 3.92 ug/L 19468 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 52
2 Nonadecane 268 C19H40 000629-92-5 49
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 49
4 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 43
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 43
Abundance Scan 2317 (15 212 min): VX025574.D\data.ms (-2313) (-} | m/z 57.05 100.00%
57.0
113.1
15 00 15 50
18’34’ m/Z 71.05 99.3100
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 e
85.0 15.00 15.50
113.0 m/z 43.10 86.38%
20. 0‘ ‘ ‘ 141.0
H‘\‘\‘H“H\!‘\\M\‘H\\“\\H\‘HH‘\H\‘\\]\-ﬁ?\\()\‘\\\2\‘2\6\\\0’\\\\‘\\\\
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance
57.0
e P
15.00 15.50
5000 85.0 m/z 85.00  49.02%
29.0
113014L016901910 268.(
T T e e e e
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #90207: Dodecane, 2,6,10-trimethyl- e AL
57.0 15.00 15.50
m/z 154.10 46.62%
5000 85.0
=0 || 270 l
O - AN
m/z--> 20 40 60 80 100120140160 180 200220240260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 37 Naphthalene, 2,7-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.493 5.12 ug/L 25429 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 86
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 83
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 68
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 64
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 62
Abundance Scan 2363 (15.493 min): VX025574.D\data.ms (-2356) (- m/z 57.10 100.00%
57.1
156.1
5000 85.1
NI AV L
‘ 127.1 15.50
WWHMEW ;\Mmm‘Mmmmm 2900 myz 43.05  86.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
5000 Rt \N\?‘ Ay
15.50
770 m/z 71.10  83.19%
’ 115.0
\\\‘2\7\.9\“\5\].‘\.(\)“1\\H“\\\\‘\\\‘\‘\‘1‘\\“‘\\‘\H‘“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0
gt Pan Tlowan
15.50
5000 m/z 156.10 56.40%
51.0 7.0 115.0
R B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #33164: Naphthalene, 1,6-dimethyl- : M — A
156.0 15.50
m/z 141.05 52.89%
5000 ]\\
115.0
L LI T BN VN | S AW\ /\/
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 : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 38 Naphthalene, 2,3-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.615 5.06 ug/L 25126 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
Abundance Scan 2383 (15.615 min): VX025574.D\data.ms (-2377) (- m/z 156.10 100.00%
156.1
5000 M
115.0 2 1
51.0 ‘ ‘ 139.0 15.50 16.00
e, ”‘, 5 ? bl AL “H m/z 141.05 83.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
15.50 16.00
115.0 m/z 155.10 26.78%
510 76.0
27 0 \‘\ ol HJJJ | 980 I \“\ ‘ ‘ 8.0
\\\\‘\\\\‘\\\\‘ ’\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance
156.0
15.50 16.00
5000 m/z 115.00 19.81%
115.0
51.0 76.0
27.0 98.0 139.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0 15.50 16.00
m/z 128.00  16.83%
5000
115.0
270 510 770940 | 1890 My M Il
R R N [ »
m/z--> 20 40 60 80 100 120 140 160 15. 50 16 00

SFAMXLM112221WMA.M Wed Dec 15 01:17:04 2021 Page: 40



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 39 Naphthalene, 1,6-dimethyl- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
15.651 2.77 ug/L 13766 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 86
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 81
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 81
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 76
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 76
Abundance Scan 2389 (15.651 min): VX025574.D\data.ms (-2387) (- m/z 156.10 100.00%
156.1
5000 M /\
VA0 A
51.0 115'7 m 281 15.50 16.00
SN X u““ T w/z 1a1.08 71.22%
miz-> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000 : M/\ ‘ /\ /\\ ‘
15.50 16.00
115.0 m/z 155.00  33.66%
39.0 77.0 ‘ ‘
— i‘ \“‘\”H‘\ r T \‘“\ U “ L B S B B B B
miz-> 50 100 150 200 250
Abundance
156.0 /W\,\
b DL b
15.50 16.00
5000 m/z 153.05 25.77%
a0 0 1150
—— e — —
miz--> 50 100 150 200 250 A (‘L)
Abundance #33147: Naphthalene, 2,7-dimethyl- : M — —h n ﬂ
156.0 15.50 16.00
m/z 128.00  19.27%
5000
77.0 115.0 M/\ /\
41.0
Ll ‘m‘h\‘d‘\‘ — “‘ il ‘M - N /M Ll ‘f’\A‘ ‘I‘A‘ Mﬂl\ i
mlz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 40 Naphthalene, 1,2-dimethyl- Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
15.840 2.66 ug/L 13223 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 94
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 94
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 93
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 90
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 90
Abundance Scan 2420 (15.840 min): VX025574.D\data.ms (-2412) (- | m/z 141.00 100.00%
141.0
5000 /\/\ /\ /\
115.1 R A L
391 760 ‘ ‘ ‘ 15.50 16.00
SRS J‘1“mw_H‘_‘m‘UH!H_MWZ‘Q?:% m/z 156.10  96.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33151: Naphthalene, 1,2-dimethyl-
156.0
5000 VAR /\ -
15.50 16.00
m/z 128.00 19.58%
5o 760 1150 |
\\\\‘2\7\.\0\“\\‘\\‘H\\‘U“\\\\‘\\\‘\‘\‘1‘\\“‘\\‘U‘“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance A
156.0 M A
Ll g 0
15.50 16.00
5000 m/z 155.00 19.58%
27.0 510 76.0 115.0
A I o e R
m/z--> 20 40 60 80 100 120 140 160 180 200 /K/\,\
Abundance #33141: Naphthalene, 1,3-dimethyl- — A‘ ‘ ‘/W
141.0 15.50 16.00
m/z 115.05 19.11%
5000
115.0
51.0 760 ‘
S0 W AP WO Y | A wl L 7] fah oy
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025574.D

Acqg On : 07 Dec 2021 13:10

Operator : JC/MD

Sample : M4881-13ME

Misc : 3.83g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 6.8 ug/L 28875 1 6.763 211335 50.0
unknown-01 1.574 2.7 ug/L 11384 1 6.763 211335 50.0
(DEL) Alkane: S.. 1.709 6.3 ug/L 26841 1 6.763 211335 50.0
(DEL) Alkane: S.. 2.800 8.4 ug/L 35698 1 6.763 211335 50.0
(DEL) Alkane: S.. 3.080 5.4 ug/L 22723 1 6.763 211335 50.0
(DEL) Alkane: C.. 4.287 12.4 ug/L 52251 1 6.763 211335 50.0
1-Butanol, 2-et... 5.818 3.3 ug/L 13832 1 6.763 211335 50.0
(DEL) Alkane: C.. 6.153 5.3 ug/L 22523 1 6.763 211335 50.0
(DEL) Alkane: C.. 6.250 4.2 ug/L 17763 1 6.763 211335 50.0
(DEL) Alkane: C.. 6.348 10.2 ug/L 42991 1 6.763 211335 50.0
(DEL) Alkane: C.. 7.653 2.9 ug/L 12264 1 6.763 211335 50.0
(DEL) Alkane: C.. 7.775 3.6 ug/L 15140 1 6.763 211335 50.0
(DEL) Alkane: C.. 7.957 3.6 ug/L 15271 1 6.763 211335 50.0
(DEL) Alkane: C.. 8.598 4.9 ug/L 24214 2 10.061 247919 50.0
(DEL) Alkane: C.. 9.561 4.9 ug/L 24232 2 10.061 247919 50.0
(DEL) Alkane: C.. 9.622 3.3 ug/L 16124 2 10.061 247919 50.0
(DEL) Alkane: S... 9.823 3.1 ug/L 15640 2 10.061 247919 50.0
(DEL) Alkane: S... 10.360 4.5 ug/L 22212 2 10.061 247919 50.0
1H-Indene, octa... 10.780 4.3 ug/L 21185 2 10.061 247919 50.0
(DEL) Alkane: C... 10.859 3.6 ug/L 18122 2 10.061 247919 50.0
Benzene, propyl- 11.310 7.0 ug/L 34638 3 12.024 248221 50.0
Benzene, 1l-ethy... 11.384 8.5 ug/L 42007 3 12.024 248221 50.0
Benzene, 1l-ethy... 11.615 5.2 ug/L 25859 3 12.024 248221 50.0
Benzene, (1-met... 11.896 5.5 ug/L 27187 3 12.024 248221 50.0
Benzene, 1,2,3-... 12.091 6.8 ug/L 33601 3 12.024 248221 50.0
Benzene, 1-meth... 12.268 2.9 ug/L 14400 3 12.024 248221 50.0
(DEL) Alkane: S... 12.426 5.5 ug/L 27385 3 12.024 248221 50.0
(DEL) Alkane: S... 13.268 5.5 ug/L 27269 3 12.024 248221 50.0
Azulene 13.780 23.3 wug/L 115742 3 12.024 248221 50.0
(DEL) Alkane: S... 13.847 3.1 ug/L 15479 3 12.024 248221 50.0
(DEL) Alkane: S... 14.042 4.6 ug/L 22680 3 12.024 248221 50.0
Naphthalene, 2-... 14.639 21.3 wug/L 105715 3 12.024 248221 50.0
Naphthalene, 1-... 14.779 17.2 ug/L 85216 3 12.024 248221 50.0
(DEL) Alkane: S... 15.212 3.9 ug/L 19468 3 12.024 248221 50.0
Naphthalene, 2,... 15.493 5.1 ug/L 25429 3 12.024 248221 50.0
Naphthalene, 2,... 15.615 5.1 ug/L 25126 3 12.024 248221 50.0
Naphthalene, 1,... 15.651 2.8 ug/L 13766 3 12.024 248221 50.0
Naphthalene, 1,... 15.840 2.7 ug/L 13223 3 12.024 248221 50.0
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