LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 29 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@25592.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.245 22 26 33 rBv2 3957 8100 ©0.10% 0.034%
2 1.367 42 46 57 rVB 118836 138177 1.76% 0.582%
3  1.648 88 92 100 rBV 66412 82755 1.06% 0©.348%
4 2.282 189 196 207 rBV 196336 347997 4.44%  1.465%
5 2.721 264 268 273 rBV4 451 1051 ©0.01% 0.004%
6 2.782 276 278 288 rVB2 1170 2202 0.03% 0.009%
7 2.952 298 306 318 rBV 4405 12627 ©0.16% ©0.053%
8 4.495 549 559 590 rvwV 40742 199546 2.55% 0.840%
9 5.068 639 653 672 rBvV 109990 368247 4.70% 1.550%
10 5.970 789 801 819 rBV2 332644 961613 12.27% 4.048%
11 6.373 859 867 872 rBV3 1894 5435 0.07% 0.023%
12 6.763 921 931 947 rBV 215305 550403 7.02% 2.317%
13 7.110 981 988 997 rwv4 3107 7253 0.09% 0.031%
14  7.226 1000 1007 1012 rVVv4 923 2207 0.03% 0.009%
15 7.311 1012 1021 1039 rVB 182446 419442  5.35% 1.766%
16 7.482 1045 1049 1054 rVVv3 458 786 0.01% ©.003%
17 7.824 1101 1105 1108 rBV3 310 443 0.01% 0.002%
18 7.939 1120 1124 1126 rVV3 433 684 0.01% ©0.003%
19 8.330 1181 1188 1200 rBV 119286 206964 2.64% 0.871%
20  8.653 1233 1241 1248 rBV 501687 815509 10.40%  3.433%
21 8.720 1249 1252 1265 rVB 8908 16020 0.20% 0.067%
22 8.957 1285 1291 1302 rVB 76307 131754 1.68% 0.555%
23 9.402 1357 1364 1382 rBvV 265936 444872 5.68% 1.873%
24 9.713 1409 1415 1419 rBV 632 870 0.01% 0.004%
25 10.061 1465 1472 1486 rBV 441138 653641 8.34% 2.751%
26 10.195 1489 1494 1500 rBvV2 1578 2092 0.03% 0.009%
27 10.305 1507 1512 1518 rVWV 25849 35944 0.46% 0.151%
28 10.360 1518 1521 1528 rVB3 1997 2338 0.03% 0.010%
29 10.646 1562 1568 1574 rBV 13481 18644 0.24% 0.078%
30 10.756 1584 1586 1589 rvv2 569 628 0.01% ©0.003%
31 10.780 1589 1590 1595 rvv2 553 500 0.01% 0.002%
32 10.860 1600 1603 1606 rBvV3 365 524 0.01% 0.002%
33 10.896 1606 1609 1613 rvB2 626 699 0.01% ©0.003%
34 11.122 1641 1646 1650 rVB 7390 9212 0.12% 0.039%
35 11.201 1653 1659 1666 rBV 329510 445258 5.68% 1.874%
36 11.280 1670 1672 1673 rBvV2 1007 678 0.01% ©0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 29 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 11.384 1684 1689 1695 rBV 8622 14859 0.19% 0.063%
38 11.457 1695 1701 1704 rBV 28458 39633 0.51% 0.167%
39 11.548 1712 1716 1720 rVB4 1156 1429 0.02% 0.006%
40 11.616 1720 1727 1734 rBV2 3517 6492 0.08% 0.027%
41 11.683 1735 1738 1741 rVB2 749 851 ©0.01% 0.004%
42 11.713 1741 1743 1745 rBv2 1638 1620 0.02% 0.007%
43 11.756 1745 17560 1756 rVB 84281 102589 1.31% 0.432%
44 11.847 1761 1765 1770 rVB2 1450 2047 0.03% 0.009%
45 11.884 1770 1771 1775 rVB2 407 486 0.01% 0.002%
46 11.963 1775 1784 1789 rBV 36919 53404 0.68% 0.225%
47 12.024 1789 1794 1800 rBV 582399 711190 9.07%  2.994%
48 12.091 1801 1805 1809 rVB 25873 29694 0.38% 0.125%
49 12.134 1809 1812 1814 rBV 4190 6054 0.08% 0.025%
50 12.243 1826 1830 1837 rBV3 15494 25627 ©0.33% 0.108%
51 12.323 1837 1843 1850 rVB 630530 777455  9.92%  3.273%
52 12.414 1850 1858 1864 rBV 109971 155939 1.99% 0.656%
53 12.469 1864 1867 1874 rVB5 2333 5060 0.06% 0.021%
54 12.536 1874 1878 1879 rBV 5938 6851 ©0.09% 0.029%
55 12.615 1887 1891 1895 rBV 11008 12747 0.16% 0.054%
56 12.701 1902 1905 1913 rVB3 4043 6259 0.08% 0.026%
57 12.853 1927 1930 1931 rBV2 2535 2491 0.03% 0.010%
58 12.890 1931 1936 1939 rwVv 44673 55423 0.71% 0.233%
59 12.926 1939 1942 1944 rVV 23189 25117 0.32% 0.106%
60 12.969 1944 1949 1957 rW 115312 175471 2.24% 0.739%
61 13.170 1974 1982 1986 rBV 12768 16741 0.21% 0.070%
62 13.237 1990 1993 1995 rVV 6721 8266 0.11% 0.035%
63 13.292 1995 2002 2007 rVV3 31143 59997 0.77% 0.253%
64 13.341 2007 2010 2015 rVB 24549 29364 ©0.37% 0.124%
65 13.426 2020 2024 2031 rVB 42206 53601 0.68% 0.226%
66 13.505 2033 2037 2040 rBV3 3265 4645 0.06% 0.020%
67 13.542 2040 2043 2046 rBV2 3898 4431 0.06% 0.019%
68 13.585 2046 2050 2055 rBvV2 11449 14739 0.19% 0.062%
69 13.780 2073 2082 2088 rBV 6400399 7838692 100.00% 32.997%
70 13.871 2093 2097 2103 rW 168019 250010 3.19% 1.052%
71 13.926 2103 2106 2110 rVV2 21755 28220 0.36% 0.119%
72 13.969 2110 2113 2116 rVV 10338 12031 0.15% 0.051%
73 14.011 2116 2120 2122 rVV2 11282 14936 0.19% 0.063%
74 14.042 2122 2125 2128 rVWV 15928 17925 0.23% 0.075%
75 14.078 2128 2131 2134 rVV 6110 8026 ©0.10% 0.034%
76 14.115 2135 2137 2145 rVB2 7765 11724 0.15% 0.049%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 29 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 14.219 2150 2154 2158 rBV3 10200 16778 0.21% 0.071%
78 14.322 2167 2171 2176 rBV4 8822 13569 0.17% 0.057%
79 14.371 2177 2179 2183 rVB 7065 7555 0.10% 0.032%
80 14.487 2194 2198 2200 rBV3 2906 5024 0.06% 0.021%
81 14.572 2207 2212 2214 rBV 15327 21859 0.28% 0.092%
82 14.603 2214 2217 2218 rVV 30993 38676 0.49% 0.163%
83 14.639 2218 2223 2233 rVB 2129803 2663398 33.98% 11.212%
84 14.731 2233 2238 2241 rBV 39611 60762 0.78% 0.256%
85 14.780 2241 2246 2255 rVB 1087675 1396874 17.82% 5.880%
86 15.206 2311 2316 2322 rBV 245101 322627 4.12% 1.358%
87 15.377 2336 2344 2347 rBV2 54929 91896 1.17% ©.387%
88 15.481 2354 2361 2372 rVB 362774 604391 7.71%  2.544%
89 15.615 2378 2383 2386 rBV 387703 568599 7.25% 2.394%
90 15.651 2386 2389 2397 rVB 266522 383053 4.89% 1.612%
91 15.737 2399 2403 2409 rVB4 4898 9868 0.13% 0.042%
92 15.840 2409 2420 2430 rVB 128701 303190 3.87% 1.276%
93 15.987 2438 2444 2454 rVB 64214 110077 1.40% 0.463%
94 16.090 2454 2461 2467 rBV 68965 114550 1.46% 0.482%
95 16.200 2474 2479 2485 rVB 21967 37651 0.48% 0.158%
96 16.328 2495 2500 2512 rVB2 60341 126085 1.61% ©.531%
97 16.474 2520 2524 2530 rVB3 6298 10990 0.14% 0.046%
98 16.566 2532 2539 2540 rVV5 8085 16577 0.21% 0.070%
99 16.602 2541 2545 2549 rVV 31828 57484 0.73% 0.242%
100 16.688 2549 2559 2568 rVB2 117057 287046  3.66%  1.208%
Sum of corrected areas: 23755830
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 29 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: VX025592.D\data.ms
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4000000
3000000
2000000

1000000

5.970
1235367 1648 2.282 4.495 5.068
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Abundance TIC: VX025592.D\data.ms
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Abundance TIC: VX025592.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 29 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 Benzofuran Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.963 3.75 ug/L 53404 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran 118 C8H60 000271-89-6 95
2 Benzofuran 118 C8H60 000271-89-6 90
3 Benzofuran 118 C8H60 000271-89-6 87
4 Benzofuran 118 C8H60 000271-89-6 87
5 3-Hydroxyphenylacetylene 118 C8H60 010401-11-3 86
Abundance Scan 1784 (11.963 min): VX025592.D\data.ms (-1775) (- | m/z 118.00 100.00%
118.0
5000 89.1
63.0 LA e
39.0 ‘ 12.00
\‘HH‘\H‘H‘\‘\‘\\i‘\\H“‘l1H‘\\H‘H}‘\“HH‘HH‘H\“H\\l‘\gﬁ.ﬁ\\ m/Z 89.10 44.8200
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #10175: Benzofuran
118.0
5000 1
90.0 12.00
63.0 m/z 90.10 34.26%
39.0 ‘
\‘\zﬁ.\o‘\\\‘H‘\\‘Hi‘\\\\“‘11H‘HH‘HH‘HH‘HH‘H\“HH‘HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance
118.0
P
12.00
5000 m/z 63.00 21.46%
63.0 90.0
39.0 "~ 76.0 103.0
T I T T I T e e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 /\
Abundance #10174: Benzofuran SANENA Su Al
118.0 12.00
m/z 119.00 10.31%
5000
90.0
390 63.0
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\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 29 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 Indene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.414 10.96 ug/L 155939  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 97
3 Indene 116 C9H8 000095-13-6 93
4 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
5 Benzene, 1-propynyl- 116 CSH8 000673-32-5 91
Abundance Scan 1858 (12.414 min): VX025592.D\data.ms (-1850) (- | m/z 115.05 100.00%
115.1
5000
1
391 63‘) 0 89.0 - 12,50
H‘HH’HH"\H\}‘H\H\‘}H\‘HH‘HH’H\\‘HH‘H‘\‘HH‘\H.\‘HH m/z 116.16 97.1800
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9543: Indene
116.0
5000 /\‘ ‘/\‘ T
12.50
m/z 89.00 13.60%
39.0 63‘0 89‘0 I
Il (|
H‘HH’HH’H\\‘HH‘HH‘\\H‘HH’HH‘HH‘H \‘HH‘HH‘HH
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
116.0
1250
5000 m/z 63.00 12.96%
39.0 63.0 89.0
T T e e R e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 ﬂ
Abundance #9542: Indene .
116.0 1250
m/z 117.05 9.36%
5000
390 63.0 89.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140 12.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

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

: VX025592.D
: @7 Dec 2021 21:34

JC/MD

: M4886-07ME

5.48g/5mL/100ulL/5.00mL/MSVOA_X/MEOH

: 29  Sample Multiplier: 1

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

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 4 Benzofuran, 2-methyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
12.890 3.90 ug/L 55423 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
3 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 91
4 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 91
5 Benzofuran, 2-methyl- 132 CS9H80 004265-25-2 91

Abundance Scan 1936 (12.890 min): VX025592.D\data.ms (-1931) (- m/z 131.05 100.00%
131.1
5000 A
51.0 77.1 103.1 \ T
‘ M H 12.50 13.00
‘H_Hw,H‘M‘umu_”w‘mw‘ | 2541 n/z 132.05  84.08%
m/z--> 20 40 80 100 120 140
Abundance #16665.Benzoﬂnan,24nemyh
131.0
5000
1250 1300
m/z 77.10 20.74%
51.0 77.0 103.0
\\\‘2\7‘\.9\“"\\‘}\“‘\‘\\H“‘\\\\“‘}\\\‘\\‘\‘\\\\ 1
miz-> 20 40 60 80 100 120 140
Abundance
131.0
1250 1300
5000 m/z 103.10 20.61%
51.0 77.0 103.0
27.0
— e e
m/iz--> 20 40 60 80 100 120 140
Abundance #16670: 3-Phenyl-2-propyn-1-0
131.0 1250 1300
m/z 51.05 18.41%
103.0
5000
77.0
51.0 ‘ ‘ ‘
m/z--> 20 40 80 100 120 140 12 50 13 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX@25592.D

Acqg On : 07 Dec 2021 21:34

Operator JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 29

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

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

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 5 Benzofuran, 7-methyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.969 12.34 ug/L 175471 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 93
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 87
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 87
5 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 87

Abundance Scan 1949 (12.969 min): VX025592.D\data.ms (-1944) (- m/z 131.05 100.00%
131.1
5000 j\
51.0 77.0 104.1 T
N
\\\‘\\\\“‘\\H‘\“‘\”\\H}‘\\“\\“\\\\ T H\‘\\ m/Z 132.05 84. 9300
miz-> 20 40 60 80 100 120 140
Abundance #16663: Benzofuran, 7-methyl-
132.0
5000
51.0 1300
77.0 103.0 m/z 77.05 21.11%
27.0 ‘ H
\\\‘\“\‘\\“‘\\U\‘\‘\\m“\\\\“\\\‘\\“\‘\\
miz-> 20 40 60 100 120 140
Abundance
131.0
1300
5000 ITI/Z 119. 19.69%
51.0 77.0 103.0
27.0
—_— e
m/fz--> 20 40 60 80 100 120 140
Abundance #16660: Benzofuran, 2-methyl-
131.0 1300
m/z 104.10 18.80%
5000
51.0 77.0 103.0
S 1 ESPSN NI NSO N
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 29 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 1-Phenyl-1-butene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.292 4.22 ug/L 59997 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 64
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 64
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 64
5 o-Cymene 134 C1oH14 000527-84-4 55
Abundance Scan 2002 (13.292 min): VX025592.D\data.ms (-1995) (- m/z 119.05 100.00%
119.1
5000 1341
91.0 S A Vi SR
391  64.9 ‘ ‘ 13.00 13.50
H‘HH‘HH‘HH“HHH“\\‘\‘\“H}\‘H‘\‘\h‘HH"}\H‘M‘H‘H\‘H\H‘\‘“‘\‘\‘H’H m/z 117.05 79.0100
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene
117.0 AJ\
5000 132.0 ”A“\ ] ‘ MA
13.00 13.50
910 m/z 134.05  44.94%
27.0 510 76,0 ‘
H‘HH‘H\‘\‘HH“HHi‘w\\‘\H‘H‘\HH‘HH‘H\H‘M‘M‘HH‘\H“‘\‘\H’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
e
132.0 13.00 13.50
5000 910 ' m/z 115.10 28.02%
51.0
27.0
76.0
T T e T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ]\/
Abundance #16114: Benzene, 2-butenyl- AA‘ wA‘ gl
117.0 13.00 13.50
m/z 132.05  27.35%
132.0
5000 91.0
39.0 65.0
HﬁﬁﬂuJuHﬁpuﬂhmWMM_MHMHMMHMWHMWMHNJNHM‘ N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50

SFAMXLM112221WMA.M Wed Dec 15 01:18:01 2021 Page: 9



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

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

: VX025592.D
: @7 Dec 2021 21:34

JC/MD

: M4886-07ME
: 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH
: 29  Sample Multiplier: 1

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

: VOC Analysis

: C:\Database\NIST20.L
tion 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 1H-Indene, 1-methyl- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
13.426 3.77 ug/L 53601 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 94
2 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 94
3 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0OH10 015677-15-3 93
4 Benzene,1-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 93
5 1H-Indene, 3-methyl- 130 C1oH1e 000767-60-2 93

Abundance Scan 2024 (13.426 min): VX025592.D\data.ms (-2020) (- m/z 130.00 100.00%
130.0
5000 AJ\
e
91 57‘-1 86,0 102.0 | 1472 13.50
\\\’\\\\“‘\\‘\\“\‘\\HH"\‘.\‘\\“M\\E‘\ }\’\\.\\ m/Z 115.10 91.45%
miz--> 20 40 60 80 100 120 140
Abundance #15028: 1H-Indene, 1-methyl-
130.0
5000 W \'/\\ T N‘A"“\M
13.50
m/z 129.00 74.68%
270 Sﬁo g0 1020 |
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\’\\\\
miz--> 20 40 60 80 100 120 140
Abundance
130.0
—
13.50
5000 m/z 128.00 38.55%
51.0
270 770 102.0
L e e e oo
m/iz--> 20 80 100 120 140
Abundance  #15060: Cycloprop[alindene, 1,1a,6,6a-tetrahydro- —
129.0 13.50
m/z 127.00 19.11%
5000 A
64.0
02.0
S Y- W | -
m/z--> 20 60 80 100 120 140 13.50

SFAMXLM112221WMA.M Wed Dec 15 01:18:01 2021
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

Library Search Compound Report

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

: VX025592.D
: @7 Dec 2021 21:34

JC/MD

: M4886-07ME
: 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH
: 29  Sample Multiplier: 1

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

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 9 Benzo[c]thiophene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.871 17.58 ug/L 250010 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 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 91

Abundance Scan 2097 (13.871 min): VX025592.D\data.ms (-2093) (- m/z 134.00 100.00%
134.0
5000
89.0 '50 14100
450 63.0 { 108.0 | 13.50 14.00
et e el el m/z 89.00 10.71%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17519: Benzolc]thiophene
134.0
5000 [ ——
13.50 14.00
m/z 135.00 9.28%
89.0
450 630 | 1080 |
I 1 | L
\‘\\\\‘\H\‘\\\\‘\H\‘\\\\‘\H\‘\\H‘\H\‘\\H‘\H\‘\\H‘\\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
134.0
— ——
13.50 14.00
5000 m/z 90.00 7.29%
89.0
450 63.0 108.0
e T e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #17518: Benzo[b]thiophene e
134.0 13.50 14.00
m/z 63.05 5.88%
5000
89.0
B NN B NSNS N B SO | B
m/z--> 20 30 40 50 60 70 80 90 100110120130140 13.50 14.00

SFAMXLM112221WMA.M Wed Dec 15 01:18:02 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 29 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 Benzo[b]thiophene, 6-methyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.603 2.72 ug/L 38676 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 91
3 Benzo[b]thiophene, 5-methyl- 148 CO9H8S 014315-14-1 91
4 3-Methylbenzothiophene 148 C9H8S 001455-18-1 87
5 3-Methylbenzothiophene 148 CSH8S 001455-18-1 86
Abundance Scan 2217 (14.603 min): VX025592.D\data.ms (-2214) (- | m/z 147.05 100.00%
147.1
— —
391 57.1 739 931 115. o 1310 14.50 15.00
T \“ T \H\ T ‘”\‘ \H\m\" \M\‘ \‘\ ‘H\ T \‘\ ‘ T \ T ‘ \“ “\ T ‘ T m/z 148.05 99.2500
miz--> 40 60 80 100 120 140 160
Abundance #26963: Benzo[b]thiophene, 6-methyl-
148.0
5000 —rh —
14.50 15.00
45.0 m/z 149.00 11.20%
T \“ \‘.\H\ T “\ \7j\‘()’ T \ \ \]_‘0‘?.(\)\?\-2“]-\.0\ T ‘ \” ‘\ T ‘ T
miz-> 40 60 80 100 120 140 160
Abundance
147.0
14 50 15 00
5000 m/z 145.05 9.12%
45.0 74.0
: 115.0
89.0 132.0
e T e e e
m/iz--> 40 60 80 100 120 140 160
Abundance #26961: Benzo[b]thiophene, 5-methyl- /Mfm
147.0 14 50 15.00
m/z 115.00 7.25%
5000
450 69.0 115.0
Al L E20 1 2820 L — A
m/z--> 40 60 80 100 120 140 160 14.50 15.00

SFAMXLM112221WMA.M Wed Dec 15 01:18:02 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 29 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 Naphthalene, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.639 187.25 ug/L 2663400 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, 2-methyl- 142 C11H10 000091-57-6 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94
Abundance Scan 2223 (14.639 min): VX025592.D\data.ms (-2218) (- | m/z 142.00 100.00%
142.0
5000
115.1
—
39.0 630 890 H 0072 14.50 15.00
O =ikl e by g m/z 141.05  84.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 — ——
115.0 14.50 15.00

m/z 115.10  32.64%

300 030 800 I

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

Abundance
142.0
— —
14.50 15.00
5000 ITI/Z 143.05 11.35%
115.0
50.0 10 929
R A B A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl- —
142.0 14.50 15.00
m/z 139.05 10.92%
5000 115.0
390 630 890 |
L 1l il il Ll Ll n
R A I o B o P P
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

SFAMXLM112221WMA.M Wed Dec 15 01:18:03 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 29 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 Benzo[b]thiophene, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.731 4,27 ug/L 60762 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 91
2 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 91
3 Benzo[b]thiophene, 4-methyl- 148 CO9H8S 014315-11-8 90
4 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 90
5 3-Methylbenzothiophene 148 CSH8S 001455-18-1 87
Abundance Scan 2238 (14.731 min): VX025592.D\data.ms (-2233) (-, | m/z 147.00 100.00%
147.0
450 69.0 103.1121.0 14.50 15.00
e g 20T L ,‘HH,\‘WLHW]T?A'? m/z 148. 80.18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26964: Benzo[b]thiophene, 2-methyl-
147.0
5000 ‘ T
14.50 15.00
m/z 149.05 14.39%
45.0 74.0 115.0
‘\\\\‘\‘\‘\\“\\‘\“\“\\93\\0"\\\‘\’\\\\’\ ‘\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
147.0
A T ‘ T
14.50 15 00
5000 m/z 121.0 7.57%
74.0 .
27.0 480 930 150
T T e
m/z--> 20 40 60 80 100 120 140 160
Abundance #26960: Benzo[b]thiophene, 4-methyl- —
147.0 14.50 15 00
m/z 69.00 6.38%
5000
45.0 74.0 M
115.0
e b 930, ol I
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00

SFAMXLM112221WMA.M Wed Dec 15 01:18:03 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 29 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 unknownl4.780 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.780  98.21 ug/L 1396870  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 C11H1e 000090-12-0 96
4 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94
5 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 94
Abundance Scan 2246 (14.780 min): VX025592.D\data.ms (-2241) (- | m/z 142.05 100.00%
142.1
5000 }\
1450 is‘oo‘
63.0
1131 .
e L a7e2 2811 141,65 89.09%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000
14 50 15 00
m/z 115.05 6.24%
270 %30 1130
’HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
142.0
14 50 15 00
5000 m/z 143.05 1.76%
39.0 710 1130
[ T T T T T e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0 14 50 15 00
m/z 139.00 11.45%
5000
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00

SFAMXLM112221WMA.M Wed Dec 15 01:18:03 2021 Page: 15



Data Path :
. VX025592.D
: 07 Dec 2021 21:34

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Library Search Compound Report

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

JC/MD

: M4886-07ME
: 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH
: 29  Sample Multiplier: 1

Quant Title

TIC Library

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

: VOC Analysis

: 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 14 Biphenyl Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.206  22.68 ug/L 322627 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 C12H1e 000092-52-4 94
3 Biphenyl 154 C12H10 000092-52-4 94
4 Biphenyl 154 C12H10 000092-52-4 93
5 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 83

Abundance Scan 2316 (15.206 min): VX025592.D\data.ms (-2311) (- m/z 154.10 100.00%
154.1
5000 A\
76.1 B -
51.0 1020 1281 | 15.00 15.50
0t e m/z 153.85  38.58%
miz--> 20 80 100 120 140 160
Abundance #31485: Bipheny
154.0
5000 —— ‘ AJ\/\
15.00 15.50
m/z 152.05  26.24%
76.0
5%.0 “ 102.0 12§.0 “
‘\\\\|\\‘\\“1\\‘\‘\\\\“\\\‘\‘\”\\\‘\\‘\\‘\
miz--> 20 80 100 120 140 160
Abundance
154.0
—— 4
15.00 15.50
5000 m/z 76.10 13.74%
76.0
270 510 98.0 1150 1389
e e e
m/iz--> 20 80 100 120 140 160 j\
Abundance #31483: Biphenyl T e
154.0 15.00 15.50
m/z 155.10 12.39%
5000
76.0 /\
51.0 ‘
200 Uy e 0l U
m/z--> 20 80 100 120 140 160 15.00 15.50

SFAMXLM112221WMA.M Wed Dec 15 01:18:04 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 29 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 Naphthalene, 1-ethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.377 6.46 ug/L 91896 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 97
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 96
3 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 95
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 95
5 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 94
Abundance Scan 2344 (15.377 min): VX025592.D\data.ms (-2336) (| m/z 141.85 100.00%
141.1
- /\MU
115.1 — =
15.00 15.50
51.0 76.0
et QT Ll 174 2071 15610 45.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33127: Naphthalene, 1-ethyl-
141.0
5000
15.00 15.50
115.0 m/z 115.05 21.82%
150 390 630 89.0 ‘ T
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
141.0
— r=
15.00 15.50
5000 m/z 142.00 11.94%
115.0
27.0 510 76.0
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #33122: Naphthalene, 1-ethyl- = e
141.0 15.00 15.50
m/z 128.00 10.12%
5000
115.0
27\'0\ \63\.0 . 89.0 ‘ bl
L | I dy il ! L Ll N L
A I AR RAmEE BAZ e — r=
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50

SFAMXLM112221WMA.M Wed Dec 15 01:18:04 2021 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 29 Sample Multiplier: 1

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

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

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

Peak Number 16 Naphthalene, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.481 42.49 ug/L 604391 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 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
Abundance Scan 2361 (15.481 min): VX025592.D\data.ms (-2354) (- m/z 156.10 100.00%
156.1
5000 b ﬂ
a0 771 115.1 ‘ 15.50
| : 28l 2810 m/z 141.05  65.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 T T
15.50
770 1150 m/z 155.10  33.85%
39.0
‘\H\‘\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
156.0 j\
15.50
5000 m/z 115.10 14.20%
a0 9 1150
T T T e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33147: Naphthalene, 2,7-dimethyl- rp —
156.0 15.50
m/z 128.00  13.45%
5000
41.0 77.0 115.0
S O S 1 O — SRS,
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 29 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 Naphthalene, 1,2-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.615 39.98 ug/L 568599 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 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
Abundance Scan 2383 (15.615 min): VX025592.D\data.ms (-2378) (- m/z 156.10 100.00%
156.1
5000 b 4
115.1
77.0 ‘ 15.50 16.00
S ‘5‘%{9“‘:““‘““ mm‘mm‘u‘!l?]i“lﬂw,‘u‘ . m/z 141.05  86.13%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33139: Naphthalene, 1,2-dimethyl-
141.0
5000 51.0
115.0 15.50 16.00
7o m/z 155.10  27.07%
\\\‘\\\\‘\\1‘\““ ‘\“\‘\\“\\\}‘\“!‘\\ ’\\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
156.0 j\
15.50 16.00
5000 m/z 115.05 19.76%
6.0 115.0
51.0 .
27.0 137.0
TR B e R R
m/z--> 20 40 60 80 100 120 140 160
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0 15.50 16.00
m/z 128.05 14.73%
) L\MJU
115.0
77.0
47 B N N . 1 | NIVAWAW,V:
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\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 29 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 Naphthalene, 1,7-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.651  26.93 ug/L 383053 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 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97

Abundance Scan 2389 (15.651 min): VX025592.D\data.ms (-2386) (- m/z 156.10 100.00%
156.1
5000
510 (10 1151 15.50 16.00
0, | 969 | Jissn p
SRRSOt S DO PGS P N A1 T m/z 141.05  61.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000
15.50 16.00
1o S 115.0 m/z 155.10 32.61%
T ’2\7‘\'0\\“ T \‘\.\ “H \‘\HH“ T \‘\ T ‘ T \‘\ ‘ \“!l?\ﬂ‘p\‘w‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance
156.0 /\
15.50 16.00
5000 ITI/Z 115.10 14.35%
115.0
51.0 170
27.0 137.0
T L o S = e ST
m/z--> 20 40 60 80 100 120 140 160
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0 15.50 16.00
m/z 153.05 13.72%
5000
510 770 115.0 Aj\/\
. <.l VUM A O | AL A an
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\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 29 Sample Multiplier: 1

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

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

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

Peak Number 19 Naphthalene, 2,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.840  21.32 ug/L 303190 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 98
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97

Abundance Scan 2420 (15.840 min): VX025592.D\data.ms (-2409) (- m/z 156.10 100.00%
156.1
5000
115.1
51.1 76.1 ‘ ‘ m 15.50 16.00
el JRSTIO ML m/z 141.00  84.01%
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 25.08%
76.0
270 510
H\’\‘\ T \“ T \“\ \“‘M \‘\‘JL‘ i “\ T T \“!‘\ \“‘\ \‘M‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance
141.0
LA .
15.50 16.00
5000 ITI/Z 115.05 19.37%
6.0 115.0
76.
27.0 51.0
L
m/z--> 20 40 60 80 100 120 140 160
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0 15.50 16.00
m/z 128.00 15.39%
5000
76.0 115.0
51.0 .
L2 i L= | B RN VA W
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\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 29 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 Naphthalene, 1,3-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.987 7.74 ug/L 110077 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 96
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
5 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 94
Abundance Scan 2444 (15.987 min): VX025592.D\data.ms (-2438) (- m/z 141.05 100.00%
141.1
5000
16.00
77.0 ]J :
39.1 :
S n,‘hml“,‘uﬁh%‘WmW‘w,m‘,wwww%‘?}w m/z 156.05  77.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33151: Naphthalene, 1,2-dimethyl-
156.0
5000 ‘/\ J\\ ‘
16.00
60 1150 m/z 115.05 21.66%
\\\‘\\:3\\9“-\0\‘\\’”H‘U"HH‘H\‘\‘\‘1‘\\“‘\\‘”‘“‘\\\\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
141.0
16.00
5000 m/z 155.10 14 .84%
76.0
39.0 110.0
T T T A e T e
m/z--> 20 40 60 80 100120140160180200220240260280 A J\M
Abundance #33161: Naphthalene, 1,4-dimethyl- A
156.0 16.00
m/z 128.00  13.29%
5000
115.0
70 ‘H\M w
. L | L
e e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 29 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 1,1'-Biphenyl, 3-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.090 8.05 ug/L 114550  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 81
2 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 81
3 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 81
4 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 80
5 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 80

Abundance Scan 2461 (16.090 min): VX025592.D\data.ms (-2454) (- m/z 168.10 100.00%

168.1
5000
510 ﬁo n@l%l‘m 16.00
et T T L m/z 167,10 55.44%
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #43635: 1,1'-Biphenyl, 3-methyl-
168.0
5000 m ———rlL
16.00
m/z 152.00  34.36%

330 ‘e%o 910 1150 1390 w
| A
T

m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance
168.0 /x

16.00
5000 ITI/Z 165.10 24.99%
27.0 51.0 830 1150 1300
B i e e B R e
miz--> 0O 20 40 60 80 100 120 140 160 180 J\
Abundance #43637: 1,1'-Biphenyl, 3-methyl- 1 ; — Al e
168.0 16.00
m/z 153.05 16.96%
5000
39.0 83.0 1150 ‘
I oL i a2 I [ R WL WV
miz--> 0O 20 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 29 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 1,1'-Biphenyl, 4-methyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
16.200 2.65 ug/L 37651 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, 4-methyl- 168 C13H12 000644-08-6 95
3 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 94
4 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 93
5 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 90
Abundance Scan 2479 (16.200 min): VX025592.D\data.ms (-2474) (- m/z 168.05 100.00%
168.1
5000 ]\
D AW
511 820 1150 141 1“ 16.00 16.50
Ly L2078 e 69.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43632: 1,1'-Biphenyl, 4-methyl-
168.0
5000 —rls AN
16.00 16.50
115.0 m/z 165.05 31.01%
0 90 510 M 1m0
| el o T
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\ \\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
168.0 J\
EVAVAUDV: VORIV
16.00 16.50
5000 m/z 152.05 23.57%
39.0 63.0 91.0 115.0 1390
R B R
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #43637: 1,1'-Biphenyl, 3-methyl- : ‘/X ‘JN — ‘»/U\
168.0 16.00 16.50
m/z 153.00 18.73%
5000
39.0 83.0 1150 ‘
ookt 0020 WA A
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 29 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 Acenaphthene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.328 8.86 ug/L 126085 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 81
2 Acenaphthene 154 C12H10 000083-32-9 76
3 Acenaphthene 154 C12H10 000083-32-9 64
4 Acenaphthene 154 C12H10 000083-32-9 52
5 2,4,6-Trihydroxybenzaldehyde 154 C7H604 000487-70-7 50
Abundance Scan 2500 (16.328 min): VX025592.D\data.ms (-2495) (- m/z 153.00 100.00%
153.0
5000
76.0
16.0016.2016.4016.60
51.0 981 126.1 m
el S S M 2071z 154,10 92.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31489: Acenaphthene
154.0
5000 L L B B R B L |
16.0016.2016.4016.60
76.0 m/z 152.05  49.54%
270 510 10201260
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
153.0
16.0016.2016.4016.60
5000 ITI/Z 75.95 21.28%
76.0
570 510 98.0 126.0
T AR T o e o Bmmaa
m/z--> 20 40 60 80 100 120 140 160 180 200 /\/\
Abundance #31487: Acenaphthene “‘H(T“‘W‘Avféfx“
154.0 16.0016.2016.4016.60
m/z 151.00  18.37%
5000
76.0
210 510, | e80 10 I \ A/\Au,v\
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\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 29 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 Naphthalene, 1,4,6-trimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
16.602 4.04 ug/L 57484 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 94

Abundance Scan 2545 (16.602 min): VX025592.D\data.ms (-2541) (- m/z 170.10 100.00%
170.1
5000 MM
0 1620 1640 1660
76.3 . ‘ ) . )
39.1 .
[T “ T \5\7.‘%\ Tl ‘\‘“‘”1“\ \J\-(‘)‘Z\ -:L\ ‘\ T \“!‘ T ““\ an “ il ‘\ 4 T m/Z 155.10 82.1900
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000 (LA L BN R

16.20 16.40 16.60
m/z 153.00 21.01%

128.0
63.0
400 | 84.0 102'0‘ ‘\!\ 1l \m \M

miz--> 20 40 60 80 100 120 140 160 180

-

Abundance
170.0
= T
16.20 16.40 16.60
5000 ITI/Z 169.10 19.36%
152.0
128.0
370 630 840 4060
e L i e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45533: Naphthalene, 1,6,7-trimethyl- L s SR
170.0 16.20 16.40 16.60
m/z 152.05 18.66%
5000
152.0
128.0
270 510 760 1020 1% ‘ MH K JWAVAN

m/z--> 20 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\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 29 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 Dibenzofuran Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.688 20.18 ug/L 287046  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 59
3 9H-Pyrido[3,4-b]indole 168 C11H8N2 000244-63-3 58
4 Dibenzofuran 168 C12H80 000132-64-9 56
5 3,5-Dimethoxybenzyl alcohol 168 CSH1203 000705-76-0 56

Abundance Scan 2559 (16.688 min): VX025592.D\data.ms (-2549) (- m/z 168.10 100.00%
168.1
5000 1391 /\\
e B Amamaman
84.0 16.40 16.60
39.0 .
e b b 2072 2810 /7 139,05 38.11%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43617: Dibenzofuran
168.0
5000 1640 1660
139.0 . :
m/z 169.10 13.24%
390 84‘-0
TR AR I il
’HH‘HH‘HH‘HH‘\\H‘HH‘HH‘\ H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
168.0
R ama e
16.40 16.60
5000 m/z 84.00 6.69%
139.0
84.0
39.0
[ [ e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43444: 9H-Pyrido[3,4-b]indole I A
168.0 16.40 16.60
m/z 63.00 5.48%
5000
140.0
39.0 8401120 |
e R e e e e e L A IR I
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\VX120721\
Data File : VX025592.D

Acqg On : 07 Dec 2021 21:34

Operator : JC/MD

Sample : M4886-07ME

Misc : 5.48g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 29 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|
Benzofuran 11.963 3.8 ug/L 53404 3 12.024 711190 50.0
Indene 12.414 11.0 ug/L 155939 3 12.024 711190 50.0
Benzofuran, 2-m... 12.890 3.9 ug/L 55423 3 12.024 711190 50.0
Benzofuran, 7-m... 12.969 12.3 ug/L 175471 3 12.024 711190 50.0
1-Phenyl-1-butene 13.292 4.2 ug/L 59997 3 12.024 711190 50.0
1H-Indene, 1-me... 13.426 3.8 ug/L 53601 3 12.024 711190 50.0
Benzo[c]thiophene 13.871 17.6 ug/L 250010 3 12.024 711190 50.0
Benzo[b]thiophe... 14.603 2.7 ug/L 38676 3 12.024 711190 50.0
Naphthalene, 1-... 14.639 187.3 ug/L 2663400 3 12.024 711190 50.0
Benzo[b]thiophe... 14.731 4.3 ug/L 60762 3 12.024 711190 50.0
unknown14.780 14.780 98.2 ug/L 1396870 3 12.024 711190 50.0
Biphenyl 15.206 22.7 ug/L 322627 3 12.024 711190 50.0
Naphthalene, 1- 15.377 6.5 ug/L 91896 3 12.024 711190 50.0
Naphthalene, 2, 15.481 42.5 ug/L 604391 3 12.024 711190 50.0
Naphthalene, 1,... 15.615 40.0 ug/L 568599 3 12.024 711190 50.0
Naphthalene, 1,... 15.651 26.9 ug/L 383053 3 12.024 711190 50.0
Naphthalene, 2,... 15.840 21.3 ug/L 303190 3 12.024 711190 50.0
Naphthalene, 1,... 15.987 7.7 ug/L 110077 3 12.024 711190 50.0
1,1'-Biphenyl, ... 16.090 8.1 ug/L 114550 3 12.024 711190 50.0
1,1'-Biphenyl, ... 16.200 2.6 ug/L 37651 3 12.024 711190 50.0
Acenaphthene 16.328 8.9 ug/L 126085 3 12.024 711190 50.0
Naphthalene, 1,... 16.602 4.0 ug/L 57484 3 12.024 711190 50.0
Dibenzofuran 16.688 20.2 ug/L 287046 3 12.024 711190 50.0
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