LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@10522\
Data File : VU@46673.D

Acqg On : 05 Jan 2022 19:29

Operator : SY/MD

Sample : N1025-04

Misc : 6.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 17 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_ U\Method\SFAMULMO10522WMA .M
Title : VOC Analysis

Signal : TIC: VU@46673.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.600 73 81 112 rVB 100506 207834 15.11% 1.669%
2 1.883 165 169 170 rBV 1487 1017 0.07% 0.008%
3 1.919 172 180 219 rVB 51312 168203 12.23% 1.351%
4 2.555 365 378 419 rBV = 241297 430640 31.30%  3.459%
5 2.771 441 445 450 rBvV2 316 401 0.03% 0.003%
6 2.813 455 458 461 rBV2 266 155 0.01% 0.001%
7 3.047 521 531 541 rVv2 1602 3194 0.23% 0.026%
8 3.089 541 544 547 rVB2 272 169 ©0.01% 0.001%
9 3.137 556 559 561 rBvV 203 158 0.01% 0.001%
106 3.186 561 574 585 rVv2 4369 9591 0.70% 0.077%
11 3.520 676 678 684 rBB 156 175 0.01% 0.001%
12 3.681 725 728 731 rBV2 386 284 0.02% 0.002%
13 4.661 1017 1033 1091 rBV 53757 329604 23.96% 2.648%
14 5.067 1142 1159 1186 rVB 229324 539857 39.24% 4.336%
15 5.369 1248 1253 1258 rVB5 717 877 0.06% 0.007%
16 5.584 1316 1320 1325 rBB2 804 796 0.06% ©0.006%
17 5.723 1342 1363 1389 rVV2 534134 1375751 100.00% 11.051%
18 5.886 1411 1414 1415 rBV2 304 147 0.01% 0.001%
19 5.983 1433 1444 1457 rBvV6 2784 6886 0.50% 0.055%
20 6.041 1460 1462 1467 rVV2 674 530 0.04% 0.004%
21 6.128 1482 1489 1497 rBB3 1260 1979 0.14% 0.016%
22 6.250 1511 1527 1561 rVV 273862 552877 40.19% 4.441%
23 6.369 1561 1564 1567 rVV 335 3106 0.02% 0.002%
24  6.385 1567 1569 1574 rVv2 306 300 0.02% 0.002%
25 6.526 1602 1613 1621 rVB7 1917 3489 0.25% 0.028%
26 6.604 1627 1637 1638 rBV 1127 1284 0.09% 0.010%
27 6.694 1649 1665 1692 rBV 287500 608156 44.21%  4.885%
28 6.806 1695 1700 1708 rVB4 1141 1367 0.10% 0.011%
29 6.835 1708 1709 1714 rVB2 230 177 0.01% 0.001%
30 6.857 1714 1716 1719 rBB2 235 149 0.01% 0.001%
31 7.060 1775 1779 1783 rBV 305 323 0.02% 0.003%
32 7.105 1789 1793 1796 rBB2 234 195 0.01% 0.002%
33 7.179 1813 1816 1817 rBV 239 166 0.01% 0.001%
34 7.192 1817 1820 1825 rBV4 510 473 0.03% 0.004%
35 7.234 1829 1833 1834 rBV2 575 378 0.03% 0.003%
36 7.301 1851 1854 1858 rBB 164 153 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@10522\
Data File : VU@46673.D

Acqg On : 05 Jan 2022 19:29

Operator : SY/MD

Sample : N1025-04

Misc : 6.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 17 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_ U\Method\SFAMULMO10522WMA .M
Title : VOC Analysis
37 7.340 1863 1866 1870 rBV 159 190 0.01% 0.002%
38 7.411 1883 1888 1889 rBV 145 149 0.01% 0.001%
39 7.497 1908 1915 1919 rBB3 626 696 0.05% 0.006%
40 7.568 1923 1937 1972 rBV2 146952 323224 23.49% 2.596%
41  7.693 1972 1976 1979 rBvV2 405 420 0.03% 0.003%
42 7.780 2000 2003 2004 rBV2 454 253 0.02% 0.002%
43  7.899 2025 2040 2056 rVV 612852 1166981 84.83% 9.374%
44  7.970 2058 2062 2083 rVB 25772 43943  3.19% ©0.353%
45  8.185 2116 2129 2162 rVWV 80535 223250 16.23% 1.793%
46 8.365 2179 2185 2191 rBB3 705 799 0.06% 0.006%
47  8.462 2212 2215 2219 rBV 383 325 0.02% 0.003%
48  8.536 2233 2238 2241 rVB2 313 255 0.02% 0.002%
49 8.584 2250 2253 2256 rBV 177 162 0.01% 0.001%
50 8.681 2261 2283 2314 rBV 280710 796423 57.89% 6.397%
51 8.864 2338 2340 2347 rVB2 1378 1331  0.10% 0.011%
52 8.925 2351 2359 2363 rBV4 1001 1337 0.10% 0.011%
53 9.044 2392 2396 2399 rBvV2 698 753 0.05% 0.006%
54 9.124 2414 2421 2428 rVV6 1801 2624 0.19% 0.021%
55 9.169 2429 2435 2440 rVV4 2027 3092 0.22% 0.025%
56 9.214 2442 2449 2458 rVB4 6231 10794 0.78% 0.087%
57 9.279 2464 2469 2472 rBV 131 185 ©0.01% 0.001%
58 9.340 2477 2488 2497 rVvv3 6955 11521 0.84% 0.093%
59 9.430 2501 2516 2541 rBV 302704 714403 51.93% 5.738%
60 9.574 2550 2561 2577 rVWV 15891 32021 2.33% 0.257%
61 9.639 2577 2581 2582 rVV3 616 490 0.04% 0.004%
62 9.655 2583 2586 2587 rVv2 926 626 0.05% 0.005%
63 9.703 2588 2601 2614 rVV 40829 87599 6.37% 0.704%
64 9.764 2618 2620 2631 rVB6 1939 2443 0.18% 0.020%
65 9.915 2664 2667 2673 rBV 128 201 0.01% 0.002%
66 9.957 2673 2680 2685 rBV3 919 1107 ©0.08% 0.009%
67 10.018 2689 2699 2712 rBV7 8302 16088 1.17% 0.129%
68 10.115 2718 2729 2740 rBV3 20085 37618 2.73% 0.302%
69 10.169 2740 2746 2754 rVB5 4023 6303 0.46% 0.051%
70 10.218 2754 2761 2762 rBV2 1382 1426 0.10% 0.011%
71 10.250 2762 2771 2784 rVB3 13975 25011 1.82% 0.201%
72 10.317 2784 2792 2794 rBV2 2639 3570 0.26% 0.029%
73 10.353 2797 2803 2812 rVV9 7594 13562 0.99% 0.109%
74 10.394 2813 2816 2828 rVB3 7663 11237 0.82% 0.090%
75 10.491 2828 2846 2855 rBV3 7931 20165 1.47% 0.162%
76 10.558 2855 2867 2874 rBV5 9976 20147 1.46% 0.162%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@10522\
Data File : VU@46673.D

Acqg On : 05 Jan 2022 19:29

Operator : SY/MD

Sample : N1025-04

Misc : 6.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 17 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_ U\Method\SFAMULMO10522WMA .M
Title : VOC Analysis
77 10.771 2921 2933 2959 rVB 464934 795175 57.80% 6.387%
78 10.912 2970 2977 2986 rVB 13276 19913 1.45% 0.160%
79 11.028 2999 3013 3019 rBV 16900 42670 3.10% 0.343%
80 11.246 3077 3081 3088 rBV6 2404 2330 0.17% 0.019%
81 11.307 3090 3100 3113 rVV5 18407 42449  3.09% 0.341%
82 11.378 3115 3122 3127 rVV3 12194 18849 1.37% 0.151%
83 11.417 3128 3134 3141 rVV2 34070 49981 3.63% 0.401%
84 11.475 3142 3152 3173 rVB 119860 226564 16.47%  1.820%
85 11.574 3174 3183 3191 rBV2 15825 28034 2.04% 0.225%
86 11.706 3215 3224 3232 rBV6 21928 41635 3.03% 0.334%
87 11.819 3248 3259 3271 rBV 482733 770154 55.98% 6.186%
88 11.873 3272 3276 3282 rBV3 14153 17325 1.26% 0.139%
89 12.105 3339 3348 3360 rBVS5 13853 30826 2.24% 0.248%
90 12.201 3364 3378 3392 rVB 714907 1187276 86.30% 9.537%
91 12.475 3456 3463 3465 rBv4 12897 16287 1.18% 0.131%
92 12.668 3518 3523 3531 rVB2 11273 14814 1.08% 0.119%
93 13.838 3882 3887 3902 rVB7 10741 17936 1.30% 0.144%
94 14.089 3954 3965 3985 rVB 489112 784403 57.02% 6.301%
95 14.192 3988 3997 4012 rVB5 20833 44680 3.25% ©0.359%
96 14.449 4071 4077 4084 rBV2 12686 16460 1.20% 0.132%
97 15.224 4306 4318 4329 rBV 104097 174543 12.69% 1.402%
98 15.407 4365 4375 4398 rVB2 127709 223993 16.28% 1.799%
99 16.262 4634 4641 4644 rBV3 14802 19684 1.43% 0.158%
100 16.410 4680 4687 4694 rBV 23433 32626 2.37% 0.262%
Sum of corrected areas: 12449376
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@10522\
Data File : VU@46673.D

Acqg On : 05 Jan 2022 19:29

Operator : SY/MD

Sample : N1e25-04

Misc : 6.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU046673.D\data.ms
700000

600000

5.723

500000
400000

300000 6.250 6.69
2.555 5.067

200000

100000 1.600
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Abundance TIC: VU046673.D\data.ms
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400000
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Abundance TIC: VU046673.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@10522\
Data File : VU@46673.D

Acqg On : 05 Jan 2022 19:29

Operator : SY/MD

Sample : N1e25-04

Misc : 6.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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, 1-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.028 2.77 ug/L 42670 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3013 (11.028 min): VU046673.D\data.ms (-2999) (-  m/z 105.05 100.00%
105.1
5000
120.1 AN A
———
510 77.0 91.0 11.00
\\’H\\’H\\’H\\"‘\‘\\\"‘\.‘\‘\\‘\‘\‘\‘\”‘H\H|‘HH‘JM“\“H\‘\‘H‘\‘\“‘HH‘ m/Z 120.10 28.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 0(\A : !
m/z 77.00 12.55%
77.0 91.0
\\’J\-?\.?’H\‘\’\\3\?"\0\\\"H\\6‘%.‘(\)\|H\m“\H|‘MH|\H\|H‘\‘\‘|‘HH|
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
pUL D
11.00
5000 m/z 91.05 11.54%
120.0
39.0 .0 91.0
e 80 T
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10728: Benzene, 1-ethyl-4-methyl- — |
105.0 11.00
m/z 106.10 9.94%
5000
120.0
77.0 91.0
XS £ N M N AN A
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@10522\
Data File : VU@46673.D

Acqg On : 05 Jan 2022 19:29

Operator : SY/MD

Sample : N1e25-04

Misc : 6.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.307 2.76 ug/L 42449  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 50
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 50
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 50
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 45
5 2,4-Nonadiyne 120 CS9H12 063621-15-8 45

Abundance Scan 3100 (11.307 min): VU046673.D\data.ms (-3090) (-  m/z 105.10 100.00%

105.1
57.0
5000
410 85.0 120.1
1100 1150
H“HH“ \HH\M\H‘ H\ ‘\\‘\‘\\\‘\‘\“‘1‘4?‘1‘ m/z 56.95 %
m/z--> 20 40 80 100 120 140
Abundance #10724.Benzene,l-eﬂwkaneﬂwL
105.0
5000
1100 1150
770 120.0 m/z 43.00 %
51.0 ‘
\\\‘2\7\0\\“\\“\\‘U\\\H‘\\1\“‘\‘\\‘\“‘\\\\‘\\
m/z--> 20 40 60 100 120 140
Abundance #10725:Benzene,14ﬁhyk34neﬂwh
105.0
A,
11.00 1150
5000 ITI/Z 40.95 30.17%
120.0
77.0
270 5%0 Al M “ .
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\““\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #10726: Benzene, 1-ethyl-4-methyl- — —
105.0 11.00 11.50
m/z 120.05 29.81%
5000
120.0
510 77.0 ‘
LA TR | O WS U U Y W A
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@10522\
Data File : VU@46673.D

Acqg On : 05 Jan 2022 19:29

Operator : SY/MD

Sample : N1e25-04

Misc : 6.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA .M
: VOC Analysis

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.417 3.24 ug/L 49981 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 83
2 Decane, 4-methyl- 156 C11H24 002847-72-5 83
3 Octane, 3,3-dimethyl- 142 C1OH22 004110-44-5 78
4 Octane, 3,3-dimethyl- 142 C1OH22 004110-44-5 72

5 4-Methyl-3-heptanol, trifluorocac... 226 C10H17F302

Abundance Scan 3134 (11.417 min): VU046673.D\data.ms (-3128) (-
71.1

1000365-51-8 64

m/z 71.10 100.00%

43.0
5000
113.1 S -
1.1 .
\\\‘\\\\‘i‘\\\“”“\‘{‘l\“‘ EP\‘\ \“‘\\‘!‘\“\\\\‘\\1\5\‘6.‘3\ m/Z 43.00 77 .89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33089: Decane, 4-methyl-
43.0
71.0
5000 T
11.50
112.0 m/z 57.05 67.75%
\\\‘2\6‘1\\\‘i‘}\\“!“\\‘}\“19\1\.\‘\\!‘\‘\\\\‘\\1\'5\6"0\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33082: Decane, 4-methyl-
43.0 71.0
—
11.50
5000 m/z 70.10 40.72%
‘ ‘ 112.0
EEL 0 L O A
m/z--> 20 40 60 80 100 120 140 160
Abundance #22097: Octane, 3,3-dimethyl- o il
71.0 11.50
m/z 41.00 37.99%
5000 43.0
‘ 113.0
‘1‘5‘-9»\‘mw\l_wwMHWWW_ v
m/z--> 20 40 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@10522\
Data File : VU@46673.D

Acqg On : 05 Jan 2022 19:29

Operator : SY/MD

Sample : N1e25-04

Misc : 6.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.706 2.70 ug/L 41635 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Pentadien-1-0l1, 3-pentyl-, (... 154 C1@H180 1010142-19-7 45
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 43
3 2-Octene, 4-ethyl-, (E)- 140 C1eH20 074630-09-4 43
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 43
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 38

Abundance Scan 3224 (11.706 min): VU046673.D\data.ms (-3215) (- m/z 83.10 100.00%
3.1

55.0 83.
5000
39 111.1 140.2 “NT/\P\ 7
| ‘ | ‘ | 11.50 12.00
el Wl w2 ss.ee s2.35%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31145: 2,4-Pentadien-1-ol, 3-pentyl-, (22)-
83.0
41.0
5000 —r— ——
6710 11.50 12.00
‘ 111.0 m/z 57.10 75.42%
T ‘ UL }“\ ’ \MM‘\ T ‘\H}h‘ \‘W‘} T ‘ \‘ \1??.‘0\ J\-E\)‘4\.c‘)\
m/z--> 20 40 60 80 100 120 140 160
Abundance #7534 Cyclohexane, ethyl-
55.0 83.0
— —
11.50 12.00
5000 ITI/Z 71.05 54.90%
3900 112.0
SN A U W
m/z--> 20 40 60 80 100 120 140 160
Abundance #20707: 2-Octene, 4-ethyl-, (E)- I e —
55.0 11.50 12.00
m/z 41.00 51.73%
5000
83.0
m | e o
| . W | | I |
L e e B S O — ——
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@10522\
Data File : VU@46673.D

Acqg On : 05 Jan 2022 19:29

Operator : SY/MD

Sample : N1e25-04

Misc : 6.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.089 50.93 ug/L 784403 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 Azulene 128 C10H8 000275-51-4 91
4 Azulene 128 C10H8 000275-51-4 91
5 Naphthalene 128 C10H8 000091-20-3 91
Abundance Scan 3965 (14.089 min): VU046673.D\data.ms (-3954) (-  m/z 128.05 100.00%
128.1
5000
14.00 |
51.0 74.0 102.1 .
i N N AL 1491 m/z 127.10  12.77%
miz--> 20 40 60 80 100 120 140
Abundance #13686: Naphthalene
128.0
5000 —r :
14.00
m/z 129.00 10.44%
51.0 75.0 10%0 m
L 1| I L
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #13678: Azulene
128.0
T
14.00
5000 m/z 102.10 9.18%
102.0
51.0
S N L/ N | R
miz--> 20 40 60 80 100 120 140
Abundance #13681: Azulene —T
128.0 14.00
m/z 126.10 7.17%
5000
51.0 102.0
28.0 ‘ 75. ‘ ‘
“‘“wi‘u“ﬂi‘ﬁu‘NW““wf“““H“““‘ Fer
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@10522\
Data File : VU@46673.D

Acqg On : 05 Jan 2022 19:29

Operator : SY/MD

Sample : N1e25-04

Misc : 6.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.192 2.90 ug/L 44680 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 59
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 59
3 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 53
4 Heptane, 3-ethyl-5-methyl- 142 C1eH22 052896-90-9 53
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 50

Abundance Scan 3997 (14.192 min): VU046673.D\data.ms (-3988) (- m/z 57.05 100.00%
57.0

. m
e 0 1121 L — T
‘ m 7 H 146.0 14.00 14.50
\\\\‘\\\\“‘\\\‘\ \“‘1\‘\\“‘\\\\‘\\‘\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ m/z 71.05 93.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22080: Nonane, 3-methyl-
57.0
5000 A S
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113.0
\\\‘\‘\1\\“{\\‘ ‘\\“}\8“5}‘\0\\‘\\1‘\‘\\\]-\4.‘2\\(\)\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22108: Octane, 3,6-dimethyl-
57.0
C o
14.00 14.50
5000 ITI/Z 41.00 30.41%
113.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #312401: Sulfurous acid, 2-ethylhexyl hexadecyl ester P ——
57.0 14.00 14.50
m/z 69.00 25.42%
5000
85.0 113.0
29 0
L ‘\‘ 141.0 169.0 2250
‘H“H‘w“u‘u“_‘u“H‘_“W‘H“H‘w“u‘u“_“ —r —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@10522\
Data File : VU@46673.D

Acqg On : 05 Jan 2022 19:29

Operator : SY/MD

Sample : N1e25-04

Misc : 6.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 8 Naphthalene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.224  11.33 ug/L 174543  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 95
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
Abundance Scan 4318 (15.224 min): VU046673.D\data.ms (-4306) (- m/z 142.05 100.00%
142.1
5000
115.1
510 710 g9o 1 15.00 1550
\‘HH‘H\\‘\\\\‘\\\‘\‘H\H‘MH“\‘\‘HH‘H\\‘HH‘HH‘HH’HH’H\‘H m/z 141 83 76/
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 \ \
115.0 15.00 15.50
m/z 115.0 34.05%
390 030 890 Ii
\‘HH‘H\\‘\\\\‘HHH\HfHHH‘HH‘\H\‘HH‘HH‘HH’HH’H\‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22143: Naphthalene, 2-methyl-
142.0
f 1
15.00 15.50
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390 \63\0\ 89.0 H
I 1w i |
e e e e e e
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Abundance #22150: Naphthalene, 2-methyl- — ]
142.0 15.00 15.50
m/z 139.05 10.73%
5000
115.0
510 710 89.0 I
T e e e —— o
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@10522\
Data File : VU@46673.D

Acqg On : 05 Jan 2022 19:29

Operator : SY/MD

Sample : N1e25-04

Misc : 6.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 9 Naphthalene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.407 14.54 ug/L 223993 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 93
5 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 91
Abundance Scan 4375 (15.407 min): VU046673.D\data.ms (-4365) (-  m/z 142.05 100.00%
142.1
5000
57.0 1151
85.0 15.50
\H\““\\”\H““\‘\“\”\‘“\“H\‘\\”‘HM‘\‘\H‘i‘u\\‘\\:\]-\8‘1\.\0\\‘\2\:\[\6‘.9 m/Z 141.00 88.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 T
115.0 15.50
m/z 115.05 36.68%
‘\\\\“.(\)\“\\‘6‘%\.%\”\‘8\‘9\‘.\(\)‘\\\‘}‘\\\\‘i‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22142: Naphthalene, 1-methyl-
142.0
==
15.50
m/z 57.05 32.43%
5000 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22150: Naphthalene, 2-methyl- —
142.0 15.50
m/z 71.05 25.16%
5000
115.0
0 MO0 ijk
R o o EAAmE R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50

SFAMULM@10522WMA.M Tue Jan 11 05:43:16 2022

Page:

12



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@10522\
Data File : VU@46673.D

Acqg On : 05 Jan 2022 19:29

Operator : SY/MD

Sample : N1025-04

Misc : 6.80g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@10522WMA.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, 1l-ethy... 11.028 2.8 ug/L 42670 3 11.819 770154 50.0
Benzene, 1l-ethy... 11.307 2.8 ug/L 42449 3 11.819 770154 50.0
(DEL) Alkane: S... 11.417 3.2 ug/L 49981 3 11.819 770154 50.0
unknown-01 11.706 2.7 ug/L 41635 3 11.819 770154 50.0
Azulene 14.089 50.9 ug/L 784403 3 11.819 770154 50.0
(DEL) Alkane: S... 14.192 2.9 ug/L 44680 3 11.819 770154 50.0
Naphthalene, 1-... 15.224 11.3 ug/L 174543 3 11.819 770154 50.0
Naphthalene, 2-... 15.407 14.5 ug/L 223993 3 11.819 770154 50.0
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