LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 14 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@25664.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 52 rVB 47525 53250 0.46% 0.213%
2 1.648 89 92 99 rvVB 32112 37260 0.32% 0.149%
3 2.282 190 196 204 rBV 89537 144716 1.26% 0.578%
4 2.788 274 279 287 rvB2 1944 4256 0.04% 0.017%
5 2.947 298 305 311 rBV3 5169 12610 0.11% 0.050%
6 3.977 468 474 476 rBV2 388 640 0.01% ©.003%
7 4.495 548 559 583 rBV2 17729 75637 0.66% 0.302%
8 5.074 639 654 668 rBV 47027 158897 1.39% 0.634%
9 5.769 765 768 771 rBV 403 528 0.00% 0.002%
106 5.970 790 801 821 rVV2 134528 398900 3.48%  1.592%
11 6.367 860 866 876 rVB7 1490 4593 0.04% 0.018%
12 6.763 922 931 945 rVV 104943 264152 2.30% 1.054%
13 7.123 983 990 998 rvB8 2487 6159 0.05% 0.025%
14 7.312 1013 1021 1038 rVB 74398 172062 1.50% 0.687%
15 7.970 1125 1129 1132 rVB2 376 501 ©0.00% 0.002%
16 8.330 1182 1188 1201 rVB 50715 91024 0.79% 0.363%
17 8.653 1234 1241 1248 rVV 203678 333556  2.91% 1.331%
18 8.720 1248 1252 1262 rVB 12514 21635 0.19% ©0.086%
19 8.958 1285 1291 1302 rVB 33041 56434 0.49% 0.225%
20 9.275 1339 1343 1348 rBvV4 3886 57065 ©0.05% 0.023%
21  9.397 1357 1363 1376 rVV 101193 159725 1.39% 0.637%
22 9.708 1411 1414 1420 rVB4 680 1240 0.01% 0.005%
23 10.061 1466 1472 1480 rBV 214642 319739 2.79% 1.276%
24 10.201 1490 1495 1499 rBV 4741 6448 0.06% 0.026%
25 10.305 1506 1512 1518 rBV 79746 109817 ©.96% 0.438%
26 10.360 1518 1521 1525 rVB2 2315 2540 0.02% 0.010%
27 10.451 1533 1536 1540 rVB2 747 1031 0.01% 0.004%
28 10.646 1563 1568 1576 rVB 37901 50046 0.44% 0.200%
29 10.756 1582 1586 1588 rBV2 553 734 0.01% 0.003%
30 10.860 1598 1603 1605 rvv3 941 1071 0.01% 0.004%
31 10.896 1605 1609 1613 rVvB4 1123 1498 0.01% 0.006%
32 10.951 1615 1618 1619 rBV 505 511 0.00% 0.002%
33 11.024 1628 1630 1635 rvB3 409 619 0.01% 0.002%
34 11.073 1635 1638 1640 rBvV3 442 570 0.00% 0.002%
35 11.122 1642 1646 1650 rvv2 3149 4081 0.04% 0.016%

36 11.195 1653 1658 1665 rVV 140450 183634 1.60% ©.733%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 14 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 11.280 1669 1672 1673 rBv2 743 730 0.01% ©0.003%
38 11.311 1674 1677 1683 rvvs 2634 3814 0.03% 0.015%
39 11.384 1684 1689 1695 rvVv 19035 30769 0.27% 0.123%
40 11.457 1695 1701 1714 rVB 51421 78286 0.68% 0.312%
41 11.555 1714 1717 1720 rVB4 942 1102 0.01% 0.004%
42 11.616 1723 1727 1734 rVB2 6825 10935 0.10% 0.044%
43 11.719 1741 1744 1745 rVWV 1525 1391 0.01% 0.006%
44 11.756 1745 1750 1756 rVB 144833 172623 1.50% 0.689%
45 11.854 1762 1766 1769 rVB5 970 1308 0.01% 0.005%
46 11.896 1769 1773 1776 rBV2 758 804 0.01% 0.003%
47 11.963 1776 1784 1789 rBV 82203 110636 ©.96% 0.442%
48 12.024 1789 1794 1800 rVV 288885 355519 3.10% 1.419%
49 12.091 1800 1805 1809 rvVv 43596 55454 0.48% 0.221%
50 12.134 1809 1812 1818 rVB2 7801 11075 0.10% 0.044%
51 12.244 1825 1830 1837 rBV2 29086 41327 0.36% ©0.165%
52 12.323 1838 1843 1850 rVB 274405 336991 2.94% 1.345%
53 12.414 1850 1858 1864 rBV 210435 275908 2.41% 1.101%
54 12.469 1864 1867 1873 rVB5 2822 5500 ©0.05% 0.022%
55 12.536 1873 1878 1880 rBV 9554 13610 0.12% 0.054%
56 12.616 1887 1891 1895 rVB 16585 17824 0.16% 0.071%
57 12.701 1901 1905 1912 rBV3 6096 9863 0.09% 0.039%
58 12.799 1918 1921 1925 rVB2 1570 1900 ©0.02% 0.008%
59 12.853 1926 1930 1931 rBv2 3916 4222 0.04% 0.017%
60 12.890 1931 1936 1939 rW 76153 92351 0.81% 0.369%
61 12.927 1939 1942 1944 rVWV 35075 39533 0.34% 0.158%
62 12.969 1944 1949 1953 rVV 193124 280460 2.44% 1.119%
63 13.030 1957 1959 1963 rVB 17723 18919 0.16% 0.075%
64 13.097 1968 1970 1974 rVB3 3901 4161 0.04% 0.017%
65 13.170 1978 1982 1986 rVB 17499 21294 0.19% 0.085%
66 13.237 1991 1993 1995 rVv2 6843 7417 0.06% 0.030%
67 13.292 1995 2002 2006 rVV3 41898 74674 0.65% 0.298%
68 13.341 2006 2010 2015 rVB 34433 41861 ©0.36% 0.167%
69 13.426 2020 2024 2032 rVB 59544 77697 0.68% 0.310%
70 13.506 2032 2037 2039 rBV2 4250 5719 0.05% 0.023%
71 13.585 2046 2050 2055 rBvV2 13479 17805 0.16% 0.071%
72 13.780 2073 2082 2088 rBV 9027450 11471173 100.00% 45.778%
73 13.871 2089 2097 2103 rW 258377 409647 3.57% 1.635%
74 13.926 2103 2106 2110 rVV 30497 38401 ©0.33% 0.153%
75 13.969 2110 2113 2116 rVV2 13057 15654 0.14% 0.062%
76 14.012 2117 2120 2122 rVV2 14020 17313 0.15% 0.069%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 14 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 14.042 2122 2125 2128 rVWV 16567 18047 0.16% 0.072%
78 14.079 2128 2131 2134 rVWV 7580 9896 0.09% 0.039%
79 14.121 2135 2138 2144 rVB2 10853 16963 0.15% 0.068%
80 14.219 2150 2154 2159 rBV4 12501 22469 0.20% 0.090%
81 14.323 2167 2171 2176 rBV2 12210 17884 0.16% 0.071%
82 14.371 2177 2179 2183 rVB2 8619 9713 0.08% 0.039%
83 14.573 2208 2212 2214 rBV 17542 24331 0.21% 0.097%
84 14.603 2214 2217 2218 rVV 41795 49816 0.43% 0.199%
85 14.640 2218 2223 2233 rVB 2645761 3234288 28.19% 12.907%
86 14.731 2233 2238 2241 rBV 49590 73271 0.64% 0.292%
87 14.780 2241 2246 2255 rVB 1313395 1702790 14.84% 6.795%
88 14.938 2269 2272 2277 rBV6 3921 6856 0.06% 0.027%
89 15.207 2311 2316 2322 rBV 283150 367715 3.21% 1.467%
90 15.377 2336 2344 2347 rBV2 61201 102613 0.89% 0.409%
91 15.481 2354 2361 2372 rVB 395904 668625 5.83% 2.668%
92 15.615 2374 2383 2386 rBV 440003 683593 5.96% 2.728%
93 15.841 2410 2420 2431 rVB 143210 336791 2.94% 1.344%
94 15.987 2439 2444 2454 rVB 70513 121447 1.06%  0.485%
95 16.091 2454 2461 2468 rBV 79059 130720 1.14% 0.522%
96 16.200 2474 2479 2485 rVB2 24344 41086 0.36% 0.164%
97 16.328 2487 2500 2509 rBvV2 72951 178772 1.56% 0.713%
98 16.481 2520 2525 2530 rVB4 6434 11001 0.10% 0.044%
99 16.597 2540 2544 2549 rVB 30673 51462 0.45% 0.205%
100 16.688 2549 2559 2572 rVB2 130901 316651 2.76%  1.264%
Sum of corrected areas: 25058289
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX025664.D\data.ms
8000000
6000000
4000000
2000000
1.368 1.648 2.282 2.788.947 3.977 4.495 5.074 5.7695-970
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘Y_r\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\7\\‘\\\\‘\\\\‘\/_r\\‘\\\\‘\\\\‘\\\\Tﬁr\\‘\\m
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: VX025664.D\data.ms
8000000
6000000
4000000
2000000
o367 6763 7.1297.312 7970 8330 885508958 0295397 9708 10%2@@@0@@9&5@13&%&?
T ‘ T T T T ‘ [ T ‘ T T ‘ T T T T ‘ T \‘v—r‘ T T 1 ‘ T T T T ‘ | T T T T L | ‘7
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX025664.D\data.ms
13.780
8000000
6000000
4000000
14.640
2000000
14.780
15.2Q% 15.4]5161515 8
PAB2ZIMTINET314.938 37 -875. 9609 1160326.46 D788
L e L L j—v*/\\hfﬁ*/?‘L’J\\&v*\/\\*"\ T T ‘ﬂ/i i
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\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.384 4.33 ug/L 30769 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 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 94
Abundance Scan 1689 (11.384 min): VX025664.D\data.ms (-1684) (- m/z 105.10 100.00%
105.1
5000
120.1 /\j\
— e
39.0 631 (10 91.0 11.00 11.50
e il e m/z 120.10 35.93%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 — /\j\ :
120.0 11.00 11.50
m/z 91.00 11.03%
77.0 91.0
\\‘J\-?\.\O‘\\\‘\‘\??‘.\0\H“\\\\6‘%.‘(\)\‘\Hm‘uHHH\‘\‘11\“\‘\‘\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 /\j\
SN VAVl
11.00 11.50
5000 m/z 77.00 10.66%
120.0
39.0 77.0 91.0
H"H"2“5"‘9“H“‘Hm{‘mﬁ%‘?‘m‘l“‘m‘m““1!‘,”‘”‘“””,”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl- — e
105.0 11.00 11.50
m/z 106.00 8.18%
5000
120.0
77.0 91.0 /\
39.0
B e terrtosio e eretbre b et || e DL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 Benzofuran Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.963 15.56 ug/L 110636 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran 118 C8H60 000271-89-6 94
2 Benzofuran 118 C8H60 000271-89-6 90
3 Benzofuran 118 C8H60 000271-89-6 87
4 2H-Cyclopenta[d]pyridazine 118 C7H6N2 000270-64-4 53
5 5-Azaindole 118 C7H6N2 000271-34-1 50
Abundance Scan 1784 (11.963 min): VX025664.D\data.ms (-1776) (| m/z 118.10 100.00%
118.1
5000 89.1
63.0 e i
39.1 ‘ 12.00
H‘\\H‘H\‘H‘H‘\\i‘\H\“‘MH‘\H\‘H}‘\“HH‘HH‘H\“\\\\]-‘3\\4.\-\1‘\\ m/Z 89.10 44.6500
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #10175: Benzofuran
118.0
5000 T ‘A i
90.0 12.00
63.0 m/z 90.10 35.58%
39.0 ‘
\\‘\\H‘\\\‘H‘\\‘\\i‘\\\\“‘M\\‘HH‘HH‘HH‘HH‘\H “HH‘HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #10173: Benzofuran
118.0
niv. A
12.00
5000 m/z 63.00 21.55%
90.0
| L Iin |
e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 /\ /\
Abundance #10172: Benzofuran b RN VAV A
118.0 12.00
m/z 119.10 9.86%
5000
90.0
63.0 /\/\
39.0
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 Benzene, 1,2,3-trimethyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.091 7.80 ug/L 55454 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 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
Abundance Scan 1805 (12.091 min): VX025664.D\data.ms (-1800) (- m/z 105.10 100.00%
105.1
5000 120.1 j\
T \
51.0 770 911 12.00
\\‘HH‘\\\\‘\\H“‘\\\\i‘i‘\\\‘\‘\‘\\‘H\‘}“\\\\“\\H‘\M\‘\‘H‘\‘\“‘HH‘\ m/z 129.16 44.2200
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0 1 /‘\ \
12.00
770 m/z 77.00 12.33%
51.0 7 91.0
\\‘HH‘\2\\7\-‘0\\H“\\\\i‘{‘\\M\‘\‘\\‘H\‘H‘\\\\“\\H‘\Ml\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 ML J\
L e
120.0 12.00
5000 m/z 91.10 11.12%
77.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 /h A A
Abundance #10694: Mesitylene R ‘ /\‘ L A ‘M
105.0 12.00
m/z 119.10 9.59%
120.0
5000
77.0
39.0 91.0 /\A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1Indane Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.244 5.81 ug/L 41327 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 90
2 Indane 118 C9H10 000496-11-7 87
3 Indane 118 C9H1e 000496-11-7 87
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 81
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
Abundance Scan 1830 (12.244 min): VX025664.D\data.ms (-1825) (- m/z 117.10 100.00%
117.1
w MNJ\
S e
39.1 . . .
HWHW‘,‘m‘w‘NWL‘\“Mwmmw““m,mw"_ml‘?ff‘al‘” m/z 118.10  55.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
5000 ‘_‘/\H_
12.00 12.50
910 m/z 115.10 37.49%
39‘.0 63‘.0 ' |
. . TR | " | | |
H\‘HH‘HH’HH‘\H\‘H\\‘\H\‘HH‘HH‘HH’\\H‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10178: Indane
117.0
— —
12.00 12.50
5000 m/z 91.10 17.65%
‘H_kuwWHH_HqMNMWHZ%RHHHHHNHWHLM‘H_HWH
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 N )\A ﬁ\j\
Abundance #10179: Indane ‘A‘ L B R
117.0 12.00 12.50
m/z 119.10 10.35%
5000
390 g5 91.0 ‘ N ﬁ
BT T O I N Y Y OO 1O
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\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 Indene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.414  38.80 ug/L 275908 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Indene 116 C9H8 000095-13-6 95
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 94
4 Indene 116 C9H8 000095-13-6 93
5 Benzene, 1l-ethynyl-4-methyl- 116 CSH8 000766-97-2 91
Abundance Scan 1858 (12.414 min): VX025664.D\data.ms (-1850) (| m/z 115.05 100.00%
115.1
5000 j\
‘ ———
39.1 63‘ .0 89“1 1401 12.50
H‘\H\‘\\H‘HH“HH‘\‘H\‘HH‘\H\‘HH‘HH‘H‘\’HH‘HH’\.\H‘ m/z 116.16 97.2500
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9541: Indene
116.0
5000 1
12.50
m/z 89.10 12.74%
390 G?TO 89‘0
iy il
H‘\H\‘\\H‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘H \’HH‘HH’HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9543: Indene
116.0
1250
5000 m/z 63.00 11.92%
390 670 89.0 |
1l | i
‘W‘Hw‘H‘_H‘_H‘_‘H_‘H_‘H‘HH‘H‘WH aaamaazarses
m/z--> 20 30 40 50 60 70 80 90 100110120130140 /\ /\
Abundance #9547: Benzene, 1-propynyl- f T
115.0 1250
m/z 117.10 9.77%
5000
89.0
250300 030 ™ | A Ll
T e e e e e e e e N
m/z--> 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 Benzofuran, 7-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.890  12.99 ug/L 92351  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 94
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 93
5 Benzofuran, 2-methyl- 132 CS9H80 004265-25-2 91
Abundance Scan 1936 (12.890 min): VX025664.D\data.ms (-1931) (- m/z 131.00 100.00%
131.0
5000 J\JL“
51.0 771 103.1 o M
‘ M H 12.50 13.00
H‘HH‘\\H‘H\M‘\\H“HH‘H\‘H‘HH\‘\’HH‘HH‘}\H‘HH‘HH"H\’\ m/z 132.05 89.1800
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16663: Benzofuran, 7-methyl-
132.0
5000 |- U
51.0 12.50 13.00
77.0 103.0 m/z 77.10 21.72%
27.0 ‘ H
H‘HH‘\\H\“H\‘M‘\\H‘“\HM‘\H‘H“!‘!’HH‘HH‘l\H‘HH‘HH}‘H\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16664: Benzofuran, 2-methyl-
131.0
12.50 13.00
5000 m/z 103.10  20.41%
51.0
77.0
270 ‘ ‘ 103.0
SN O WIS S |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16660: Benzofuran, 2-methyl- = ]
131.0 12.50 13.00
m/z 104.00 20.02%
5000
51.0 77.0 103.0
rreerer ol teeetberepi by ereegrerepi el —_ How
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 9 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
12.927 5.56 ug/L 39533 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
4 Benzene, 1,2,3,4-tetramethyl- 134 C1loH14 000488-23-3 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91

Abundance Scan 1942 (12.927 min): VX025664. D\data ms (-1939) (- m/z 119.10 100.00%
119.
5000
91.0
391 650 | L 1651 13 00
SN VSOV SN AN NN | SN M L S2 m/z 134.05  46.98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 M f T
13 00
m/z 91.0 12.98%
39.0 91.0
\]-\5\(‘)\‘\\\“‘\ \‘\‘\‘6?\0\ \“\\‘\\‘m\ \m‘l\\\“\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17065: Benzene, 1,2,3,5-tetramethyl-
119.0
SR
13 00
5000 m/z 120.10 9.58%
91.0
39.0 65.0 ‘
S N A PR T} N
m/iz--> 20 40 60 80 100 120 140 160 f/\
Abundance #17069: Benzene, 1,2,4,5-tetramethyl- L ‘ [\‘ L,
119.0 13.00
m/z 133.15 8.35%
5000
91.0
S AT RSO N I VWL b
m/z--> 20 40 60 80 100 120 140 160 13.00

SFAMXLM112221WMA.M Wed Dec 15 08:56:29 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 Benzofuran, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.969 39.44 ug/L 280460 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
3 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 90
4 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 90
5 Benzofuran, 2-methyl- 132 CS9H80 004265-25-2 90

Abundance Scan 1949 (12.969 min): VX025664.D\data.ms (-1944) (- m/z 131.05 100.00%

131.1
5000
77.0 104.0 e

51.1
‘ ‘ H 13.00
| M\ \ | H\‘ | |

b ““““‘ m/z 132.85  85.63%

m/z--> 20 40 80 100 120 140
Abundance #16665.Benzoﬂuan,24neﬂwh
131.0
.

5000
13.00
510 770 1050 m/z 77.8  22.58%
270\\\\\‘
miz--> 20 40 80 100 120 140
Abundance #16660.Benzoﬂnan,Z—methyL
131.0
W
13.00
5000 m/z 104.00 20.97%
51.0 77.0 103.0
H“2‘7‘0“\‘H\‘H‘\‘\H“\‘HH \‘;‘H‘H\“H /\’A
miz--> 20 40 60 80 100 120 140
Abundance #16667: 2-Propenal, 3-phenyl-
131.0 1300

m/z 51.10  19.40%

5000 . 103.0
51.0 :
18.0
\ [ 1] \ AN

m/z--> 20 40 60 80 100 120 140 1300
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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-methyl-1-propen... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.292 10.50 ug/L 74674  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 70
2 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 70
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 55
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 55
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 55
Abundance Scan 2002 (13.292 min): VX025664.D\data.ms (-1995) (- m/z 119.10 100.00%
119.1
- i AJL JL
91.1 JIVALVEN ‘
390 650 ] ‘ “ 13.00 13.50
\\‘\\\\‘H\\‘\\H“HH}”\\‘\H‘HH‘\H\‘HH’\\\\‘\‘H\‘HH‘\H‘\‘W\‘\‘H’H m/z 117.16 83.4900
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (Z)-
11v.0
132.0 ]\/
5000 91.0 - PRI
510 ’ 13.00 13.50
270 ' m/z 134.05  47.17%
[!”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-
117.0
M A
13.00 13.50
5000 1320 m/z 115.10  30.64%
91.0
zo | ° Il
H_HWHM‘HH_HJN‘WMH_H‘_HWHHMHH_HWHNHMHV‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0 13.00 13.50
m/z 132.05 27.28%
132.0
5000
91.0
390 650 ‘ ‘ ]
H‘H‘wH‘W‘Hﬁ‘u‘ﬂu‘wﬂuw‘ﬁuuu,u‘wm‘w‘ﬂM‘u‘_M‘w‘ M —r—
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Benzene, (1-methyl-2-cyclop... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.341 5.89 ug/L 41861 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 97
2 2-Methylindene 130 C10H10 002177-47-1 97
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 96
4 Benzene,1-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 96
5 1,4-Dihydronaphthalene 130 C1oH1e 000612-17-9 96
Abundance Scan 2010 (13.341 min): VX025664.D\data.ms (-2006) (- m/z 115.10 100.00%
115.1 130.1
5000 J\N
Mo N VL S
51.0 771 13.00 13.50
smo |t el ' '
SN S N1 YRS OV S| m/z 130.05  98.33%
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
115.0 f\
5000 - j\ ‘
13.00 13.50
51.0 64.0 m/z 129.05 76.54%
2ro e eee
\‘\H\’\\H’\\\\’\\H’\\H‘H\\‘HH‘HH‘HH‘HH‘HH HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance #15022: 2-Methylindene
130.0
115.0 - ——
13.00 13.50
5000 m/z 128.05 37.47%
51.0
o I TO w0 ||
i | fmh |
e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance #15031: 1H-Indene, 1-methyl- — —
1150 130.0 13.00 13.50
' m/z 127.10  20.06%
5000
51.0
20 | e e |
| 1y |
e e e e e : ——
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 2-Methylindene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.427 10.93 ug/L 77697  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 97
2 Benzene, 1-butynyl- 130 C10H10 000622-76-4 95
3 2-Methylindene 130 C10H10 002177-47-1 95
4 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 94
5 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 93
Abundance Scan 2024 (13.426 min): VX025664.D\data.ms (-2020) (- m/z 130.05 100.00%
130.1
5000 /\/\
T
391 , 80 1020 | | 13.50
1 8et T Ll 1470 s 11505 92.55%

m/z--> 20 40 60 80 100 120 140
Abundance #15022: 2-Methylindene
130.0
5000

13.50
510 m/z 129.05 81.41%
280 | | [0 020 ]
\\\’\‘}\\‘\\i\“\\\H}“\\\\[‘!\\\‘\‘ \\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #15027: Benzene, 1-butynyl-
115.0
—
13.50
5000 ITI/Z 128.05 43.47%
63.0  g90 131.0
150 O e
m/z--> 20 40 60 80 100 120 140
Abundance #15023: 2-Methylindene —
130.0 13.50

m/z 127.00  18.

3
5000 A
64.0
39.0 | \‘\ | 89\0 | 11 "0 \‘

m/z--> 20 40 60 80 100 120 140 13.50

SFAMXLM112221WMA.M Wed Dec 15 08:56:33 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.780 1613.30 ug/L 11471200 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 96
2 Naphthalene 128 C10H8 000091-20-3 95
3 Naphthalene 128 C10H8 000091-20-3 91
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 2082 (13.780 min): VX025664.D\data.ms (-2073) (- m/z 128.05 100.00%
128.1
5000
—— —
51.1 740 102.1 | 13.50 14.00
b e Bl L 1460 7 197,10 15.62%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13686: Naphthalene
128.0
5000 —r ——
13.50 14.00
m/z 129.05 13.65%
5.0 750 1020
L 1l I L
\‘\H\‘\H\‘\H\‘\H\‘\H\‘\\H‘HH‘HH‘HH‘HH‘\H ‘HH‘HH‘\H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13684: Naphthalene
128.0
— —
13.50 14.00
5000 m/z 102.10 11.97%
51.0 740 102.0
S T YU RO | IS
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13683: Naphthalene — ——
128.0 13.50 14.00
m/z 51.10 10.63%
5000
. 5%.0 | 720 102.0 ‘
w‘uu‘wuw‘uu‘uu‘wuw‘uM‘wwu‘uu“uu‘uu‘wu‘uu‘uu‘wu L—— L —
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 Benzo[c]thiophene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.871 57.61 ug/L 409647 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 97
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 95
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
4 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
Abundance Scan 2097 (13.871 min): VX025664.D\data.ms (-2089) (- m/z 134.00 100.00%
134.0
5000
89.0 50 14,00
450 63.0 h- 108.0 162.2 13.50 14.00
O et 16220 s 89 @0 11.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17519: Benzo[c]thiophene
134.0
5000 |- ——
13.50 14.00
m/z 135.00 9.74%
89.0
w0830 7| weo
\\\\‘\\\\‘\‘\\\“\\\\‘\\\\“\\\\‘\\\ ‘\\\\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17521: Benzo[b]thiophene
134.0
— —
13.50 14.00
5000 m/z 90.00 7.75%
50 090, 1, 190
K NTR RN W N T \ |
I e B o O i man
m/z--> 20 40 60 80 100 120 140 160 j\
Abundance #17518: Benzo[b]thiophene T AL D
134.0 13.50 14.00
m/z 63.00 5.92%
5000
89.0
67.0
S - N RN PSRN | BN
m/z--> 20 40 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\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 19 2-Propenal, 2-methyl-3-phenyl- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
13.926 5.40 ug/L 38401 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenal, 2-methyl-3-phenyl- 146 C10H1e0 000101-39-3 90
2 2-Propenal, 2-methyl-3-phenyl- 146 C10H1e0 000101-39-3 86
3 2-Propenal, 2-methyl-3-phenyl- 146 C1@H1e0 000101-39-3 86
4 Benzofuran, 4,7-dimethyl- 146 C1OH100 028715-26-6 72
5 2-Propenal, 2-methyl-3-phenyl- 146 C10H1e0 000101-39-3 59

Abundance Scan 2106 (13.926 min): VX025664.D\data.ms (-2103) (- m/z 145.05 100.00%
14%.1
5000 117.0
910 ; ‘JfVFﬁMV
51.0 722 ' 14.00
e e i ol Gl Tz 146,05 99.32%
miz--> 20 40 60 80 100 120 140 160
Abundance #24944: 2-Propenal, 2-methyl-3-phenyl-
145.0
117.0
5000 T A‘j\‘
14.00
200 91.0 m/z 117.00  44.76%
0 650 ‘ ‘
T \1\8‘0\‘\ T \‘i‘\ \“1 \"‘H\ \‘1“‘ T \‘1 T “‘\‘\ T ‘\\‘\ T \‘\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #24937: 2-Propenal, 2-methyl-3-phenyl-
145.0
117.0 M VT p A
I oA
14.00
m/z 115.10 30.86%
5000 91.0
51.0
200 | J7ap gl
e
m/z--> 20 40 60 80 100 120 140 160 M
Abundance #24945: 2-Propenal, 2-methyl-3-phenyl- L e N
117.0 145.0 14.00
m/z 131.05 30.52%
5000 91.0
39.0
‘ 63.0
SECT NN N O N Y I O Wadn A A
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 35
R.T. EstConc Area Relative to ISTD R.T.
14.042 2.54 ug/L 18047 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 78
2 Heptacosane 380 C27H56 000593-49-7 72
3 Heptadecane 240 C17H36 000629-78-7 72
4 Nonadecane 268 C19H40 000629-92-5 72
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 2125 (14.042 min): VX025664.D\data.ms (-2122) (- m/z 57.10 100.00%

57.1 J
5000
ah

14. 00
1.1 184.3

F %““‘“““““““““““ m/z 43.05 67.00%

miz--> 50 100 150 200 250 300 350

Abundance #107216: Hexadecane

57.0
5000 NSEEVPRp i)

14.00

m/z 71.10  59.61%
9.0

m/z--> 0 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
el W [ Ang o
14.00
5000 ITI/Z 85.10 32.87%
JL Lh F ‘1410183022502670 323.0 380.(
ity At A T T T
m/z--> 50 100 150 200 250 300 350
Abundance #123961: Heptadecane
57.0 14.00
m/z 41.10 27.23%
5000

\‘ | ‘ u F ‘\ ‘1‘4101830 240.0

m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 2,5,6-Trimethylbenzimidazole Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
14.573 3.42 ug/L 24331 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5,6-Trimethylbenzimidazole 160 C1OH12N2 003363-56-2 80
2 4-(Cyclopent-2-en-1-yl)phenol 160 C11H120 006627-84-5 72
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 43
4 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 43
5 Thiophene, 3-phenyl- 160 C10H8S 002404-87-7 41
Abundance Scan 2212 (14.573 min): VX025664.D\data.ms (-2208) (- m/z 160.10 100.00%
160.1
5000
115.1 Al | Lo
400 63.1 91"0 ‘ | 14.50
\H‘HH‘}MH“\\“\H\‘}”\““‘\M\“\‘HM\‘H‘\M“\H‘H\i‘\ m/Z 159.05 79.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36014: 2,5,6-Trimethylbenzimidazole
160.0
5000 S ‘
14.50
m/z 145.00 59.87%
390 650 91‘-0 118.0 |
R TR TR PR PR 1 " il | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36172: 4-(Cyclopent-2-en-1-yl)pheno
160.0 f/\’\/
—— —
14.50
5000 m/z 115.05 24.10%
131.0
390 650 910 ‘ H
150 "L e oo L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36236: Benzene, 1-(2-butenyl)-2,3-dimethyl- — ‘
145.0 14.50
m/z 91.00 12.01%
5000
105.0
39.0 77.0 ‘ ‘
L8O 1280
m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 24 Benzo[b]thiophene, 6-methyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.603 7.01 ug/L 49816 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 91
2 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 90
3 Benzo[b]thiophene, 2-methyl- 148 CO9H8S 001195-14-8 90
4 Benzene, 1l-ethynyl-2-(methylthio)- 148 C9H8S 078905-08-5 87
5 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 86
Abundance Scan 2217 (14.603 min): VX025664.D\data.ms (-2214) (- m/z 147.00 100.00%
147.0
1450 1500
450 74.0 121.0 : :
\\\“ ok \“‘”\ \‘\“‘\“‘\\‘?7\.“\\\‘\ “\\‘i\‘\“‘H‘\\H‘Hmz‘o\?.\ow m/Z 148.05 82.21%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #26963: Benzo[b]thiophene, 6-methyl-
148.0
5000 — —
14.50 15.00
45.0 m/z 148.95 14.56%
. 74.0 121.0
\\\“ \‘\H\ \““‘\ \‘\“‘\“‘\ T \‘5\.9‘\ T \‘\ “\ TTT ‘ \M“\ T ‘ T 1T ‘ TTTT ‘ TT 1T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #26960: Benzo[b]thiophene, 4-methyl-
147.0
— —
14.50 15.00
5000 m/z 145.05 8.28%
45.0 74.0
: 115.0
SEESVHTTNS.. - W E—
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #26964: Benzo[b]thiophene, 2-methyl- —— /kVA
147.0 14.50 15.00
m/z 121.00 6.67%
5000
45.0 74.0 115.0
m/z--> 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\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 Naphthalene, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.640 454.87 ug/L 3234290 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 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94
Abundance Scan 2223 (14.640 min): VX025664.D\data.ms (-2218) (- | m/z 142.05 100.00%
142.1
5000
115.1
—
39.1 631 89.0 Il 14.50 15.00
e el e e m/z 141.05  84.36%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 e f\ —
115.0 14.50 15.00
m/z 115.10  33.53%
\‘HH‘\%?“?H“\\‘ﬁﬁ\.\()\i‘\“\\‘\?%‘.\C)\H‘HH‘\‘\}\‘HH‘HHM ‘\H‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22150: Naphthalene, 2-methyl-
142.0
— —
14.50 15.00
5000 m/z 143.00 11.81%
115.0
370 510 70 890 | Il
e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 A
Abundance #22142: Naphthalene, 1-methyl- —
142.0 14.50 15.00
m/z 139.00 11.01%
5000 115.0
39.0 ‘63‘-0 890 K
I 1l TV 1l il L
e ARaa=ata o A et e — 1
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 Benzo[b]thiophene, 2-methyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.731 10.30 ug/L 73271  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 91
2 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 90
3 Benzo[b]thiophene, 2-methyl- 148 CO9H8S 001195-14-8 90
4 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 87
5 3-Methylbenzothiophene 148 CSH8S 001455-18-1 87
Abundance Scan 2238 (14.731 min): VX025664.D\data.ms (-2233) (- m/z 147.00 100.00%
147.0
50 69.0 121.0 14 50 15 00
S 289 T 1742 2070 148 00 83.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26963: Benzo[b]thiophene, 6-methyl-
148.0
5000 —rh —
14.50 15.00
45.0 m/z 149.05  13.24%
74.0 121.0
‘\\\\“\‘\H\\‘\\‘\“\“\\\‘5\(‘)“\\\‘\“\\\\‘\ ‘\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26964: Benzo[b]thiophene, 2-methyl-
147.0
— ——
14.50 15.00
5000 m/z 121.00 9.33%
45.0 74" .0 115.0 ‘
W A |
R o A L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26962: Benzo[b]thiophene, 2-methyl- 1 —rF
147.0 14.50 15.00
m/z 69.00 7.36%
5000
450 4.0 115.0
S SIS A SNRMRRNN g ' 8% UFA | | LSS
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

: VX025664.D

: 09 Dec 2021 16:50
JC/MD

: M4886-07ME

: 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

: 14  Sample Multiplier: 1

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\

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

le : VOC Analysis

ry : C:\Database\NIST20.L
ration 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 Naphthalene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.780 239.48 ug/L 1702790 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 94
5 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 94
Abundance Scan 2246 (14.780 min): VX025664.D\data.ms (-2241) (- | m/z 142.05 100.00%
142.1
5000
115.1 A»
—
391 630 89.0 14.50 1500
e S 1601 141 05 88.34%
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 115.10 5.91%
10, 710 890 |
‘\\\\‘\\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 1
miz--> 20 40 60 80 100 120 140 160
Abundance #22143: Naphthalene, 2-methyl-
142.0
1450 1500
5000 m/z 143.05 1.58%
115.0
O I P Y |
m/z--> 20 40 60 80 100 120 140 160
Abundance #22142: Naphthalene, 1-methyl-
142.0 1450 1500
m/z 139.05 11.30%
5000 115.0
S e LA Y I A
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\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 Biphenyl Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.207 51.72 ug/L 367715 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 95
2 Biphenyl 154 C12H10 000092-52-4 93
3 Biphenyl 154 C12H10 000092-52-4 93
4 Biphenyl 154 C12H10 000092-52-4 87
5 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 87
Abundance Scan 2316 (15.207 min): VX025664.D\data.ms (-2311) (| m/z 154.10 100.00%
154.1
5000
76.1 e L
39.1 115.1 | 081 15.00 15.50 .
O bt b S0 m/z 153.05 40.06%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31485: Bipheny
154.0
5000 —r— }\j\/\
15.00 15.50
m/z 152.05  27.12%
76.0
115.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #31481: Bipheny
154.0

15.00 15.50
5000 m/z 76.10 14 .88%
76.0
99 | | 159
L I I Il I Il
e e e e e e e
mlz--> 20 40 60 80 100120140160180200220240260280 A
Abundance #31482: Biphenyl T i
154.0 15.00 15.50

m/z 155.10  13.16%

76.0
|, uh 115.? \‘ /\

T
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50

5000

39.0
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 Naphthalene, 1-ethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.377 14.43 ug/L 102613 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 96
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 95
3 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 95
4 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 94
5 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 94
Abundance Scan 2344 (15.377 min): VX025664.D\data.ms (-2336) (- | m/z 141.00 100.00%
141.0
w MU
115.1 — VAW
15.00 15.50
51.0 76.0
e kO T 980 L B8O s 156,10 46.87%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33127: Naphthalene, 1-ethyl-
141.0
5000
15.00 15.50
115.0 m/z 115.10  23.50%
150 390 630 890 ‘ I
\\\\‘\\\\‘\\\\‘\\\!‘\!\\‘\\\\‘\\\\‘\\\\’\\\\ 1
m/z--> 20 40 60 80 100 120 140 160
Abundance #33122: Naphthalene, 1-ethyl-
141.0
— ~=
15.00 15.50
5000 m/z 142.05 12.52%
115.0
200 6%0 | 89.0 ‘ bl
| Iy | | iy i)l f I 1 if 1 inl
R o B
m/z--> 20 40 60 80 100 120 140 160 /\
Abundance #33124: Naphthalene, 2-ethyl- e e
141.0 15.00 15.50
m/z 128.00  12.15%
5000
115.0
S (MW oS GOSN g O | W Y19
m/z--> 20 40 60 80 100 120 140 160 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 Naphthalene, 2,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.481 94.04 ug/L 668625 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
Abundance Scan 2361 (15.481 min): VX025664.D\data.ms (-2354) (- m/z 156.05 100.00%
156.1
5000 d A
5, 770 11‘5'1 | 15.50
Ol et el mwuH;_“EL?W“‘HM_M m/z 141.05  66.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000
15.50
o 770 115.0 m/z 155.10  33.14%
T ’2\7‘\'9\“ T \“\. \“‘H \‘\”H“ R T \“!a‘?\ﬂ‘p\‘w‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #33165: Naphthalene, 1,5-dimethyl-
156.0
15.50
5000 m/z 115.05 15.19%
77.0 115.0
SO N =1 1
m/z--> 20 40 60 80 100 120 140 160
Abundance #33153: Naphthalene, 2,6-dimethyl- ~=
156.0 15.50
m/z 128.00 14.68%
5000
77.0 115.0
2o 810 C L aso N
m/z--> 20 40 60 80 100 120 140 160 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 31 Naphthalene, 2,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.615 96.14 ug/L 683593 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 97
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97

Abundance Scan 2383 (15.615 min): VX025664.D\data.ms (-2374) (- m/z 156.05 100.00%
5

156.1
5000
115.1

30.1 77.0 ) 15.50 16.00
: 2L 28Le m/z 141.05  82.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0
5000
15.50 16.00

m/z 155.10  27.08%

76.0 115.0
\H‘\ﬁ%'?‘\\’w\\‘!”’\\‘\\‘H\L‘\‘1‘\\“‘H‘U‘“\H\’\H\’\\H‘HH‘H\\‘H\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0

15.50 16.00
5000 m/z 115.05 18.60%
7.
390 | | 0 1150 |
”W”‘W”MWM”H””\”AWW”W”MW”‘P”‘P”W‘”W‘”W”‘W”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33150: Naphthalene, 2,3-dimethyl-

156.0 15.50 16.00
m/z 128.00  15.14%

5000
115.0
39'0\ \\?GH\.O ‘ L \‘ ‘H\‘

m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 Naphthalene, 1,4-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.841  47.37 ug/L 336791 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, 1,4-dimethyl- 156 C12H12 000571-58-4 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 2420 (15.841 min): VX025664.D\data.ms (-2410) (-] ' m/z 156.05 100.00%
156.1
5000
1151
s10 760 ‘ | 139.1 15.50 16.00
e 0 ose L WML wys 1a1.05 87.82%
miz--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 . L
15.50 16.00
115.0 m/z 155.10  24.47%
s1.0 160 ‘
T T ‘2\7‘\.0\\“ T \“\ \“‘M‘\‘\‘LUJ‘ \‘\‘ \9\8.‘(‘)\ T } ‘ \“!‘\ \“‘\ T 8.0
miz--> 20 40 60 80 100 120 140 160
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0 /\g
e
15.50 16.00
5000 ITI/Z 115.05 19.77%
115.0
270 510 10 g4 | 1390
I S
m/z--> 20 40 60 80 100 120 140 160
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0 15.50 16.00
m/z 128.05 16.00%
5000
76.0 1150 139.0
L R . N s
m/z--> 20 40 60 80 100 120 140 160 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 Naphthalene, 1,3-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.987 17.08 ug/L 121447 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95

Abundance Scan 2444 (15.987 min): VX025664.D\data.ms (-2439) (- | m/z 141.00 100.00%
141.0
5000
115.1 i
77.0 ‘ 16.00
\\\‘\H\“1\5%\.?“‘1\‘\”U“\\‘H“H\H\“!‘\\“‘H‘M‘HH‘HHZ‘(\)\?.\]\_ m/Z 156.10 89.0300
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33160: Naphthalene, 1,4-dimethyl-
156.0
5000 ‘ /\k ‘
16.00
m/z 115.10 21.19%
510 770 115.0
\\\‘\\\\“\\“\\“H‘\\HU“\\‘\\“\\\‘}‘\“!‘\\“‘\\‘U‘“ \\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
16.00
5000 ITI/Z 155.10 14.42%
6.0 115.0
5.0 76 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33151: Naphthalene, 1,2-dimethyl-
156.0 16.00
m/z 128.00 14.39%
115.0
76.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 1,1'-Biphenyl, 4-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.091  18.38 ug/L 130720 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 76
2 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 64
3 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 64
4 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 64
5 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 58

Abundance Scan 2461 (16.091 min): VX025664.D\data.ms (-2454) (- m/z 168.10 100.00%
168.1
5000
A T \
51.1 829 11511391‘ 16.00
bbbt e A T L 9L 7 167,10 59.07%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #43640: 1,1'-Biphenyl, 4-methyl-
168.0
5000 \ ‘ —h
16.00
m/z 152.05 45.36%
0 M9 msoisso |
\‘\\\\‘\\\\‘\\\\’\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #43631: 1,1'-Biphenyl, 3-methyl-
168.0 /N
I
16.00
5000 ITI/Z 165.10 25.61%
39.0 63.0 H91‘01150141q‘ m
L e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 \
Abundance #43635: 1,1'-Biphenyl, 3-methyl- —h
168.0 16.00
m/z 153.05 19.03%
5000
39.0 63.0 91,0 115.0
TR il i B N WOV P
m/z--> 0 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 1,1'-Biphenyl, 3-methyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
16.200 5.78 ug/L 41086 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 95
2 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 93
3 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 93
4 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 90
5 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 89

Abundance Scan 2479 (16.200 min): VX025664.D\data.ms (-2474) (-] ' m/z 168.05 100.00%

168.1
5000 fL/\
—
s00 631 911 1150 14‘1'1 H 16.00 16.50
[T “- i T \\H T “\‘ m\‘ \‘ ‘\ | b ‘\ T “1 T “ ‘\ \“\ “\‘ m/Z 167.10 63. 2700
m/z--> 20 40 60 80 100 120 140 160
Abundance #43639: 1,1'-Biphenyl, 4-methyl-
168.0
5000 1 T

=
16.00 16.50
m/z 152.05 26.08%

390 630 910 1150 1390 M
L L L m L I
‘ L ‘ T T T ‘ T T T ‘ T 1T ‘ L \ ‘ T \ T ‘ T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #43631: 1,1'-Biphenyl, 3-methyl-
168.0
AW VIV AN

16.00 16.50
5000 m/z 165.10 24 .49%
390 630 910 1150 1410
_‘H_m‘m‘_m_m_m_m‘mﬁq
miz--> 20 40 60 80 100 120 140 160
Abundance #43632: 1,1-Biphenyl, 4-methyl- —el, WIS
168.0 16.00 16.50
m/z 153.05  21.21%
5000

63.0 82.0 115.0 “
39.0 139.0
| i \‘\ il H\ WL ‘ ul L1 | | A ‘ A 4

T
m/z--> 20 40 60 80 100 120 140 160 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 Acenaphthene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.328 25.14 ug/L 178772  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 93
2 Acenaphthene 154 C12H10 000083-32-9 91
3 Acenaphthene 154 C12H10 000083-32-9 89
4 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 64
5 Acenaphthene 154 C12H1e 000083-32-9 64

Abundance Scan 2500 (16.328 min): VX025664.D\data.ms (-2487) (- m/z 153.05 100.00%
153.1

5000
red 6.0016.2016.4016.60
16.0016.2016.4016.
51.1 98.1 126.0
el e M 20700 7 154,10 91.98%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #31489: Acenaphthene
154.0
5000 R A

16.0016.2016.4016.60
6.0 m/z 152.05  50.54%

27.0 510“ J 102.0126.0 LM
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #31487: Acenaphthene
154.0
\ i\

16.0016.2016.4016.60

5000 ITI/Z 76.10 18.90%
76.0
“‘w“u“‘u“u“‘u“u“‘H“_‘ e n e
m/z--> 20 40 60 80 100 120 140 160 180 200 [\ )\
Abundance #31486: Acenaphthene “‘H‘ﬁ‘u““ﬁAfﬁu‘
153.0 16.0016.2016.4016.60

m/z 151.05 17.81%

5000
76.0

cmo s |
T T

m/z--> 20 40 60 80 100 120 140 160 180 200 16.0016.2016.4016.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX@25664.D

Acqg On : 09 Dec 2021 16:50

Operator JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 37 Naphthalene, 1,6,7-trimethyl- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
16.597 7.24 ug/L 51462 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 98
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 95
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95

Abundance Scan 2544 (16.597 min): VX025664.D\data.ms (-2540) (- m/z 170.10 100.00%
170.1
5000
153.1 N AVANV/EN S
390 76.1 128.0 H ‘ 16.20 16.40 16.60
20T el ] PR O P YOO Y 9
R0 574 . 2058 o Ll Tnz 155.10 73.64%
miz--> 40 60 80 100 120 140 160 180
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 L L L
16.20 16.40 16.60
153.0 m/z 153.85 19.91%
128.0
1T ‘ \5\1‘\.0\ “H \Zﬁ‘.c’)““\ \]\-0‘2\.\0\‘\ ‘ \‘!‘\ \““\ \‘H‘M ‘ \“\ T ‘ T
miz--> 40 60 80 100 120 140 160 180
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
16.20 16.40 16.60
5000 ITI/Z 169.15 17.20%
128.0
63.0 ga. ‘
w00, 0 om0 | || o
m/z--> 40 60 80 100 120 140 160 180 \
Abundance #45535: Naphthalene, 1,6,7-trimethyl- R RIS
T v T T
155.0 16.20 16.40 16.60
m/z 152.00 16.54%
5000
115.0
. B0 700 sso | |80 a0 LA
m/z--> 40 60 80 100 120 140 160 180 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 14 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 Dibenzofuran Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.688 44.53 ug/L 316651 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzofuran 168 C12H80 000132-64-9 91
2 Dibenzofuran 168 C12H80 000132-64-9 86
3 Dibenzofuran 168 C12H80 000132-64-9 86
4 9H-Pyrido[3,4-b]indole 168 C11H8N2 000244-63-3 72
5 9H-Pyrido[3,4-b]indole 168 C11H8N2 000244-63-3 59

Abundance Scan 2559 (16.688 min): VX025664.D\data.ms (-2549) (- m/z 168.10 100.00%

168.1
5000
139.0

L s ey B
39.0 84.0

| 16.40 16.60
281.. B
prerrrte e b b e e m/z 139.00  36.62%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43617: Dibenzofuran
168.0

2000 1640 1660
139.0 : :

m/z 169.10  12.54%

20 ok |
I Ul el Ly
‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43615: Dibenzofuran
168.0

16.40 16.60
5000 m/z 84.00 6.69%
139.0
84.0
300 | |
R R E o A n
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #43616: Dibenzofuran — e

168.0 16.40 16.60

m/z 63.10 5.29%

5000
840 1390
o) .

m/z--> 20 40 60 80 100120140160180200220240260280 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025664.D

Acqg On : 09 Dec 2021 16:50

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 14 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|
Benzene, 1-ethy... 11.384 4.3 ug/L 30769 3 12.024 355519 50.0
Benzofuran 11.963 15.6 ug/L 110636 3 12.024 355519 50.0
Benzene, 1,2,3-... 12.091 7.8 ug/L 55454 3 12.024 355519 50.0
Indane 12.244 5.8 ug/L 41327 3 12.024 355519 50.0
Indene 12.414 38.8 wug/L 275908 3 12.024 355519 50.0
Benzofuran, 7-m... 12.890 13.0 ug/L 92351 3 12.024 355519 50.0
Benzene, 1,2,3,... 12.927 5.6 ug/L 39533 3 12.024 355519 50.0
Benzofuran, 2-m... 12.969 39.4 ug/L 280460 3 12.024 355519 50.0
Benzene, (1-met... 13.292 10.5 ug/L 74674 3 12.024 355519 50.0
Benzene, (1-met... 13.341 5.9 ug/L 41861 3 12.024 355519 50.0
2-Methylindene 13.427 10.9 ug/L 77697 3 12.024 355519 50.0
Azulene 13.780 1613.3 wug/L 11471200 3 12.024 355519 50.0
Benzo[c]thiophene  13.871 57.6 ug/L 409647 3 12.024 355519 50.0
2-Propenal, 2-m... 13.926 5.4 ug/L 38401 3 12.024 355519 50.0
(DEL) Alkane: S... 14.042 2.5 ug/L 18047 3 12.024 355519 50.0
2,5,6-Trimethyl... 14.573 3.4 ug/L 24331 3 12.024 355519 50.0
Benzo[b]thiophe... 14.603 7.0 ug/L 49816 3 12.024 355519 50.0
Naphthalene, 2-... 14.640 454.9 ug/L 3234296 3 12.024 355519 50.0
Benzo[b]thiophe... 14.731 10.3 ug/L 73271 3 12.024 355519 50.0
Naphthalene, 1-... 14.780 239.5 ug/L 1702796 3 12.024 355519 50.0
Biphenyl 15.207 51.7 wug/L 367715 3 12.024 355519 50.0
Naphthalene, 1-... 15.377 14.4 wug/L 102613 3 12.024 355519 50.0
Naphthalene, 2,... 15.481 94.0 ug/L 668625 3 12.024 355519 50.0
Naphthalene, 2,... 15.615 96.1 ug/L 683593 3 12.024 355519 50.0
Naphthalene, 1,... 15.841 47.4 ug/L 336791 3 12.024 355519 50.0
Naphthalene, 1,... 15.987 17.1 ug/L 121447 3 12.024 355519 50.0
1,1'-Biphenyl, ... 16.091 18.4 ug/L 130720 3 12.024 355519 50.0
1,1'-Biphenyl, ... 16.200 5.8 ug/L 41086 3 12.024 355519 50.0
Acenaphthene 16.328 25.1 wug/L 178772 3 12.024 355519 50.0
Naphthalene, 1,... 16.597 7.2 ug/L 51462 3 12.024 355519 50.0
Dibenzofuran 16.688 44.5 ug/L 316651 3 12.024 355519 50.0
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