LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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\SFAMULM@92321WMA.M
Title : VOC Analysis

Signal : TIC: VUe45141.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 73 81 97 rBV 168326 195173 6.03% 0.226%
2 2.565 366 381 411 rBV 286584 480328 14.83% 0.557%
3  3.083 517 542 553 rBV 51011 115576  3.57% 0.134%
4 3,700 715 734 753 rBV 134593 297606 9.19%  0.345%
5 4.533 977 993 1010 rvwV 95329 229388 7.08% 0.266%
6 4.633 1010 1024 1064 rVB 146310 390226 12.05% 0.453%
7 5.067 1143 1159 1184 rVV 239524 531249 16.41% 0.616%
8 5.379 1238 1256 1272 rBV5 169446 474116 14.64% 0.550%
9 5.594 1306 1323 1336 rBV 172054 392334 12.12% 0.455%
10 5.729 1346 1365 1389 rVB2 513490 1360058 42.01% 1.577%
11  5.851 1389 1403 1414 rBV2 112461 233357 7.21% 0.271%
12 5.925 1415 1426 1435 rBV 80075 149982 4.63% 0.174%
13 5.993 1435 1447 1476 rVB 179251 399739 12.35% 0.464%
14  6.137 1476 1492 1515 rBV 646655 1210852 37.40% 1.404%
15 6.253 1515 1528 1539 rBV 357456 695677 21.49% 0.807%
16 6.694 1651 1665 1673 rBV 321367 624938 19.30% 0.725%
17 6.764 1674 1687 1700 rVB 633223 1385189 42.78% 1.607%
18 6.983 1742 1755 1768 rBV 119619 219276 6.77%  0.254%
19 7.076 1769 1784 1799 rVB 159306 321234 9.92% 0.373%
20 7.237 1823 1834 1854 rVB 202468 417559 12.90% 0.484%
21 7.401 1872 1885 1889 rBV 83845 146984 4.54% 0.170%
22 7.501 1904 1916 1924 rBV 671737 1126472 34.79% 1.306%
23 7.661 1957 1966 1975 rBV 314237 498728 15.40% 0.578%
24 7.761 1986 1997 2013 rVB5 115184 252391 7.80% 0.293%
25 7.858 2013 2027 2033 rBV2 531485 986854 30.48% 1.145%
26 7.899 2033 2040 2053 rVB 791433 1392953 43.02% 1.616%
27 8.025 2070 2079 2087 rBv4 139907 294863 9.11% 0.342%
28 8.134 2097 2113 2123 rVV 1346814 2227529 68.80% 2.583%
29 8.182 2123 2128 2135 rVB 113195 157443 4.86% 0.183%
30 8.243 2135 2147 2162 rVB4 438042 934499 28.86% 1.084%
31 8.372 2175 2187 2194 rBV3 173883 317604 9.81% 0.368%
32 8.414 2194 2200 2213 rVB3 99971 185257 5.72% 0.215%
33 8.539 2230 2239 2250 rVB2 123868 209180 6.46%  0.243%
34 8.639 2250 2270 2283 rBV2 1020118 1948605 60.18% 2.260%
35 8.761 2298 2308 2314 rBV 173282 309222 9.55% 0.359%

36 8.806 2314 2322 2332 rVB5 238292 389904 12.04%  0.452%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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\SFAMULM@92321WMA.M
Title : VOC Analysis
37 8.867 2332 2341 2351 rBV 511198 812848 25.10% 0.943%
38 8.928 2351 2360 2370 rBV 671220 1116936 34.50% 1.295%
39 9.073 2391 2405 2413 rBV6 319786 676824 20.90% 0.785%
40 9.124 2413 2421 2427 rW 269587 412728 12.75% 0.479%
41  9.169 2427 2435 2442 r\VV3 450180 814627 25.16% 0.945%
42 9.214 2442 2449 2460 rVV2 1011449 1643671 50.76% 1.906%
43 9.337 2477 2487 2502 rVB 1184235 1906624 58.89% 2.211%
44  9.420 2503 2513 2522 rBV 497024 808325 24.96% 0.937%
45  9.481 2524 2532 2537 rBv4 88678 134013 4.14% 0.155%
46  9.571 2550 2560 2573 rBV3 428084 756195 23.35% 0.877%
47  9.697 2575 2599 2610 rVV2 1067201 3237835 100.00%  3.755%
48 9.748 2611 2615 2643 rVB3 753483 1669019 51.55% 1.936%
49 9.880 2644 2656 2670 rBV6 200739 488015 15.07% 0.566%
50 9.957 2671 2680 2689 rBV5 96479 167144 5.16% 0.194%
51 10.031 2690 2703 2722 rBV7 534731 1509388 46.62% 1.751%
52 10.124 2724 2732 2742 rBV7 191293 368943 11.39% 0.428%
53 10.253 2756 2772 2787 rBV3 1404025 3141677 97.03% 3.644%
54 10.359 2797 2805 2811 rBV3 825602 1372373 42.39% 1.592%
55 10.394 2812 2816 2829 rVB 919369 1410787 43.57% 1.636%
56 10.478 2832 2842 2852 rBV3 252521 537056 16.59% 0.623%
57 10.562 2853 2868 2876 rBV3 485235 1078724 33.32% 1.251%
58 10.626 2876 2888 2893 rBV 931455 1536097 47.44% 1.782%
59 10.700 2905 2911 2917 rBv3 133790 186720 5.77% 0.217%
60 10.761 2921 2930 2938 rVV2 1163776 1919432 59.28% 2.226%
61 10.812 2939 2946 2962 rVB5 600080 1063805 32.86% 1.234%
62 10.909 2970 2976 2982 rBV 166313 223971 6.92% 0.260%
63 10.951 2983 2989 2996 rBv4 162804 235010 7.26% 0.273%
64 11.002 2997 3005 3018 rBV2 516684 1360525 42.02% 1.578%
65 11.066 3018 3025 3030 rBvV2 581726 908292 28.05% 1.053%
66 11.192 3057 3064 3073 rBV7 104833 190103 5.87% 0.220%
67 11.247 3075 3081 3086 rVV3 141290 208125 6.43% 0.241%
68 11.295 3087 3096 3113 rVB4 560644 1383721 42.74% 1.605%
69 11.378 3114 3122 3127 rBV3 242193 370882 11.45% 0.430%
70 11.417 3127 3134 3142 rVV 1179149 1697168 52.42% 1.968%
71 11.472 3142 3151 3174 rVB 1243284 2600235 80.31% 3.016%
72 11.574 3177 3183 3188 rBV 138321 207180 6.40% 0.240%
73 11.645 3198 3205 3216 rVB4 581405 1010247 31.20% 1.172%
74 11.716 3218 3227 3233 rBV 928608 1453192 44.88% 1.685%
75 11.822 3252 3260 3271 rVB3 641955 1532323 47.33% 1.777%

76 11.902 3271 3285 3299 rVB3 978086 2655789 82.02%  3.080%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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\SFAMULM@92321WMA.M
Title : VOC Analysis
77 12.005 3310 3317 3335 rVB4 605660 1125254 34.75%  1.305%
78 12.099 3336 3346 3350 rBv4 427428 697471 21.54% ©.809%
79 12.192 3365 3375 3390 rVB5 1549226 3101302 95.78% 3.597%
80 12.327 3413 3417 3427 rVB2 489845 679760 20.99% 0.788%
81 12.385 3428 3435 3449 rVB5 565275 1206341 37.26% 1.399%
82 12.472 3455 3462 3465 rBV 258629 355847 10.99% 0.413%
83 12.674 3515 3525 3534 rBV2 562566 1292645 39.92%  1.499%
84 12.931 3595 3605 3624 rBV6 741824 2089882 64.55% @ 2.424%
85 13.050 3624 3642 3652 rVB4 630481 1805531 55.76% 2.094%
86 13.137 3664 3669 3676 rVB2 310175 388692 12.00%  0.451%
87 13.356 3732 3737 3745 rVB3 152265 192758 5.95% 0.224%
88 13.452 3756 3767 3783 rVB6 1118023 2618158 80.86% 3.037%
89 13.590 3803 3810 3815 rBV 388988 519008 16.03% 0.602%
90 13.626 3817 3821 3846 rVB 433457 1118477 34.54% 1.297%
91 13.735 3847 3855 3863 rBV6 138941 246356 7.61% 0.286%
92 13.787 3864 3871 3879 rBV2 166920 247388 7.64% 0.287%
93 13.841 3882 3888 3902 rVB6 125175 205191 6.34% 0.238%
94 13.947 3915 3921 3933 rBV3 163074 338978 10.47% 0.393%
95 14.089 3960 3965 3971 rVB2 198724 224764  6.94%  0.261%
96 14.189 3987 3996 4010 rVB5 185886 396034 12.23%  0.459%
97 14.671 4136 4146 4159 rVB7 150960 337504 10.42% 0.391%
98 15.021 4247 4255 4263 rBV4 72850 145712 4.50% 0.169%
99 15.224 4305 4318 4328 rBV 232227 414577 12.80% 0.481%
100 15.410 4369 4376 4388 rVB 102385 165938 5.12% 0.192%

Sum of corrected areas: 86222482
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:
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LSC Report -
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
3.083 8.31 ug/L 115576  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 78
Abundance Scan 542 (3.083 min): VU045141.D\data.ms (-517) (-) m/z 42.95 100.00%
43.0
5000 71.0 Jk
“W‘H‘_“W‘H‘W“
57.0 86.0 2.80 3.00 3.20 3.40
\\\‘\\\\‘\\\\‘\\\\‘\\\\“\}\\‘\‘\H‘\‘\\\\“\\\\‘\\}\‘\\\ mz 42 ee 52.68%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2048: Pentane, 2-methyl-
43.0
5000 710 UL B B B L I

2.80 3.00 3.20 3.40
m/z 71.00 44.98%

27.0 57.0
\\\‘\\\\‘]\-\5\0\‘\\\‘\“\\\\‘\\\\‘\\‘1‘\‘\\\\“\\\\‘?6}\()‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2047: Pentane, 2-methyl-
43.0
“W‘H‘_“W‘H‘W“
2.80 3.00 3.20 3.40
5000 710 m/z 41.00 41.85%
270 510 86.0
SO S N .« A
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2044: Pentane, 2-methyl-  ERENEaEEE e S
43.0 2.80 3.00 3.20 3.40
m/z 39.00 19.52%
5000
27.0 71.0
15.0 57.0 ‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
3.700  21.39 ug/L 297606  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexanhe 86 C6H14 000110-54-3 83
2 n-Hexane 86 C6H14 000110-54-3 83
3 n-Hexane 86 C6H14 000110-54-3 80
4 n-Hexane 86 C6H14 000110-54-3 64
5 2-Ethyl-oxetane 86 C5H100 1010386-40-2 56
Abundance Scan 734 (3.700 min): VU045141.D\data.ms (-715) (-) m/z 57.00 100.00%
57.0
41.0
5000
86.0 T T T T
‘ 71.0 3.40 3.60 3.80 4.00
\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\“\‘\‘\}‘\\\\“\\\\‘\\\\‘\\\ m/z 41.06 79-55%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0
5000 L B L L L R B I B
3.40 3.60 3.80 4.00
86.0 m/z 43.00 60.56%
15‘,.0 ‘ 71.0
| | | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane
57.0
430 \\\‘\\\\’\\\\‘\\\\‘\\\\
29.0 3.40 3.60 3.80 4.00
5000 m/z 56.00 50.99%
150 ‘ 86.0
71.0
"“2:9""“H"‘11""‘;‘;"‘m_m,mwuw
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane A e
57.0 3.40 3.60 3.80 4.00
m/z 42.00 31.15%
43.0
5000
86.0
71.0
L |
— e e e e e AR RERRTE
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 (DEL) Alkane: Cyclic4.533 Concentration Rank 48

R.T. EstConc Area Relative to ISTD R.T.
4.533 16.49 ug/L 229388 1,4-Difluorobenzene 6.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64
Abundance Scan 993 (4.533 min): VU045141.D\data.ms (-977) (-) m/z 55.95 100.00%
56.0
5000 41.0 69.0 ]k
R e
“ ‘ 84.0 4.20 4.40 4.60 4.80
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\“\u‘\‘\\\w“\\\\‘\!\\‘\\ mz 49 95 59.74%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 LB L R L I
4.20 4.40 4.60 4.80
m/z 69.00 45.63%
28.0 “ ‘ 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
e ARNRmasa R
41.0 4.20 4.40 4.60 4.80
5000 m/z 55.00 25.57%
69.0
270
‘ 84.0
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl- P A e
56.0 4.20 4.40 4.60 4.80
m/z 39.00 23.07%
5000 410
84.0
270
G O T
\\\‘H\\‘\m‘uu‘uu‘uu‘u\‘\HH“‘HH‘HH‘H RN R EEEEEEEE R
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
5.594  28.20 ug/L 392334 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
4 Heptane 100 C7H16 000142-82-5 64
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 59

Abundance Scan 1323 (5.594 min): VU045141.D\data.ms (-1306) (-) m/z 43.00 100.00%

3

71.0
5000
Rmaas e A
M ‘ 85.0 100.0 5.20 5.40 5.60 5.80 6.00
\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H}\\\\’ m/z 71.96 79-78%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
5000 570 70.0 ‘\\\\‘A\\’\\\\’M\\
290 5.20 5.40 5.60 5.80 6.00

m/z 70.00 64.70%

15.0 \ 85.0 100.0
\\\‘\\H‘\\\\’H}\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0

710 5.20 5.40 5.60 5.80 6.00
5000 m/z 41.00  58.84%
29.0
85.0
180 MM 0 R0
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl- R
43.0 5.20 5.40 5.60 5.80 6.00
m/z 57.00 58.56%
5000 29.0 57.0 71.0
1.0 150 “ H‘ 85.0 100.0
R B AR R LA o o B A aa EE b
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (DEL) Alkane: Cyclic5.851 Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
5.851 16.77 ug/L 233357 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 70
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 70
4 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 70
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 70

Abundance Scan 1403 (5.851 min): VU045141.D\data.ms (-1389) (-) m/z 70.00 100.00%
70.0

56.0
5000 4L.0
83.0
M “ ‘ 98.0 5.60 5.80 6.00 6.20
\H‘HH‘HH‘HH‘HH“HH“‘\H‘\‘H‘\‘i\H‘\“‘HH‘\H‘\‘HH m/Z 55.95 67.37%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0
5000
5.60 5.80 6.00 6.20
83.0
m/z 55.00 60.59%
27.0 ‘ ‘ 98.0
\\\‘\\\\‘\\\\‘\\\‘\“\\\\“\‘\\\‘\w ‘\‘\\\w ‘\\\\“{}\\‘\\‘\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3820: Cyclopentane, 1,3-dimethyl-, cis-
410 56.0 0.0 M
e
5.60 5.80 6.00 6.20
5000 m/z 41.00 51.32%
27.
0 83.0
o v
N1 1 T O S N A
miz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0 5.60 5.80 6.00 6.20
410 | m/z 42.95 28.26%
5000
27.0 83.0
98.0
140 || |
‘H‘H‘W‘HW‘H‘_‘HL\HﬁM‘WuﬂiMH‘_H‘_‘H‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 (DEL) Alkane: Cyclic5.925 Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
5.925 10.78 ug/L 149982  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 91
2 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 91
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 91
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 91
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90

Abundance Scan 1426 (5.925 min): VU045141.D\data.ms (-1415) (-) m/z 70.00 100.00%

56.0 70.0
41.0
5000
83.0
‘ 98.0 5.60 5.80 6.00 6.20
\\\‘\\\\‘\\\\‘\\\\‘\\\\}\‘\\\“\‘\‘\‘\\\‘\‘\\\\“‘\\\\‘\\\‘\‘\\\\ m/z 55.95 84.99%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans-
56.0 70.0
41.0
5000
27.0 5.60 5.80 6.00 6.20
83.0 98.0 m/z 55.80 79.67%
1.014+0 ‘\‘\\\w T
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3821: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0
41.0
e
5.60 5.80 6.00 6.20
5000 m/z 40.95  56.49%
27.0
98.0
‘ 83.0
a0 w0 WLl L
miz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis-
56.0 7Q0.0 5.60 5.80 6.00 6.20
41.0 m/z 69.00  37.98%
5000
27.0
e L
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 (DEL) Alkane: Cyclic5.993 Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
5003 28.73 ug/L 399739  1,4-Difluorobenzene 6.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane o8 714 000872-56-0 94

000822-50-4 91
000822-50-4 91

2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14

4 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 86
Abundance Scan 1447 (5.993 min): VU045141.D\data.ms (-1435) (-) m/z 56.00 100.00%
56.0
70.0
41.0
5000
98.0
83.0
‘ ‘ ‘ ‘ 5.60 5.80 6.00 6.20 6.40
\H‘HH‘HH‘HH‘\H\“\‘\H““\H\‘\Hw“\H‘\“‘HH‘HH“HH m/Z 55.00 75.48%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
568.0
41.0
70.0
5000 [TrT [ T rrr ooyt
27.0 5.60 5.80 6.00 6.20 6.40
98.0 m/z 70.00 74.84%
| ‘ @0 ]
\\\‘\\\\‘\\\\‘\\11‘\\\}}\‘\\\“\” ‘\‘\\\w“\\\\‘\‘\\\‘\\\1‘\\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3831: Cyclopentane, 1,2-dimethyl-, trans-
56.0
700 5.60 5.80 6.00 6.20 6.40
5000 41.0 m/z 40.95 59.16%
98.0
27.0 ‘ 83.0
‘H_"‘_HwH““‘:H:‘wmu‘! “_‘u:pm_‘:www
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0 5.60 5.80 6.00 6.20 6.40
21.0 m/z 69.00  36.15%
70.0
5000
27.0 98.0
H e 1 AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.137 87.03 ug/L 1210850 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Heptane 100 C7H16 000142-82-5 91
3 Heptane 100 C7H16 000142-82-5 78
4 Heptane 100 C7H16 000142-82-5 62
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 50

Abundance Scan 1492 (6.137 min): VU045141.D\data.ms (-1476) (-) m/z 43.00 100.00%

3

71.0
57.0

5000

100.1 SRS S/ G
5.0 ‘ 5.80 6.00 6.20 6.40

m z 71.00 67.69%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane
43.0
57.0 71.0

5000 R R Tasaus
29.0

5.80 6.00 6.20 6.40
100.0
15.0 L I, 850 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane
9 ol

m/z 40.95 63.95%
R ARAREREARS S

5.80 6.00 6.20 6.40

5000 570 710 m/z 57.00 57.83%
290 100.0
miz--> 0 10 20 30 40 50 60 70 80 90 100 |
Abundance #4461: Heptane AT T T
43.0 5.80 6.00 6.20 6.40

m/z 56.00 36.32%

5000 29.0 57.0 71.0
100.0
""‘H""‘w""‘H""‘H""‘_WWWWWW

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 (DEL) Alkane: Cyclic6.983 Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
6.983 15.76 ug/L 219276  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 95
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 94
3 (R)-(+)-3-Methylcyclopentanone 98 C6H100 006672-30-6 46
4 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 46
5 2-Hexene, 3-methyl-, (Z)- 98 C7H14 010574-36-4 46

Abundance Scan 1755 (6.983 min): VU045141.D\data.ms (-1742) (-) m/z 69.00 100.00%

69.0
41.0
55.0
5000
‘ 83.0 98.0 6.60 6.80 7.00 7.20 7.40
el L miz es.ee 77.89%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3752: Cyclopentane, ethyl-
41.0 69.0
55.0 JAWSVAN
5000 L L BRI I SO R IR I
27.0 6.60 6.80 7.00 7.20 7.40
98.0 m/z 40.95 65.21%
130 \‘ T O
\\\‘\\\\‘\\}\‘\\\\‘\\\\“\\\\‘\\\\“\\\\’\\\\’\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3747 Cyclopentane, ethyl-
69.0
41.0 6.60 6.80 7.00 7.20 7.40
5000 55.0 ITI/Z 70.00 59.51%
27.0 g30 980
ST P Y e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3670: (R)-(+)-3-Methylcyclopentanone
42.0 69.0 6.60 6.80 7.00 7.20 7.40
55.0 98.0 m/z 55.00 52.22%
5000 28.0
83.0
120 | -
H\‘H‘H‘Hl\‘u\‘w ‘\HMm‘Hm‘\m,\m,\m‘,uu
m/z--> 10 20 30 40 50 60 70 80 90 100 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 (DEL) Alkane: Cyclic7.076 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
7.076  23.09 ug/L 321234 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 91
2 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
3 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
4 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 91
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 78

Abundance Scan 1784 (7.076 min): VU045141.D\data.ms (-1769) (-) m/z 69.95 100.00%

70.0
55.0
5000
41.0
‘M | 84.0 97.0 112.0 6.80 7.00 7.20 7.40
\\\‘H\\’\\\\‘\\H“\‘H\“\M\‘\‘\\\H\‘\\H‘\‘H\‘H‘\‘\’\\\\‘E\H‘\ m/z 54.95 69.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0
5000
41.0 6.80 7.00 7.20 7.40
270 m/z 40.95 26.47%
Ll ] sso sro 1120
il 1
\\\‘H\\’\\\\‘\\H‘\\\\‘H\\‘\\\\ \\H‘\\\\‘H\\’\\\\‘\\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0 6.80 7.00 7.20 7.40
5000 m/z 68.95 22.90%
41.0
G M\ Al ‘ 830 970 1120
| 1l |
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7661: Cyclopentane, 1,2,4-trimethyl-
70.0 6.80 7.00 7.20 7.40
m/z 41.95 18.53%
55.0
5000
w0 ||| oo w
M 1
HW‘H‘MH‘_‘HM‘H‘HH‘H“H‘W‘HW‘H‘WH‘_‘H_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 (DEL) Alkane: Cyclic7.237 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
7.237 30.01 ug/L 417559  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 94
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 94
3 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 91
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 81
5 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 72

Abundance Scan 1834 (7.237 min): VU045141.D\data.ms (-1823) (-) m/z 70.00 100.00%

55.0 7Q.0
5000 41.0
84.0
‘ | ‘ 97.0 1120 7.00 7.20 7.40 7.60
et el ol L m/z ss.ee 89.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70Q.0
5000 41.0
7.00 7.20 7.40 7.60
270 84.0 m/z 56.00 83.08%
T O
Ly m
\H‘HH‘\H\’\\H‘\\H‘\\W‘H\\\H\‘\H\‘\\H‘H\\‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7703: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
41.0 7.00 7.20 7.40 7.60
5000 ITI/Z 41.00 51.58%
27.0
84.0 112.0
I
Azo Wl e L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Cyclopentane, 1,2,3-trimethyl-
56.0 70.0 7.00 7.20 7.40 7.60
m/z 69.00 39.32%
5000
41.0
84.0 112.0
20 \ \‘ 97.0
1 1
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Cyclopentene, 1,5-dimethyl- Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
7.401 10.56 ug/L 146984  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 90
2 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 90
3 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 86
4 1,4-Pentadiene, 3,3-dimethyl- 96 C7H12 001112-35-2 72
5 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 72

Abundance Scan 1885 (7.401 min): VU045141.D\data.ms (-1872) (-) m/z 80.95 100.00%
81.0

5000
96.0
389 530 67.0 ‘ 7.00 7.20 7.40 7.60 7.80
\\\‘\\\\‘\\\\‘\\\\“‘\‘\\\iu‘\‘\\‘\\‘\}w‘\\\‘\il\\\“\‘\‘\‘\‘\\\]-\}\2\.\0\‘ m/z 79.06 26.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0
5000
7.00 7.20 7.40 7.60 7.80
39.0 53.0 96.0 m/z 96.00 26.00%
o | N LS
yl Wy WLy L |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
Pt
7.00 7.20 7.40 7.60 7.80
5000 ITI/Z 38.90 16.38%
‘ 53.0 7.0 96.0
"W‘H‘_“w‘Hiw“qu‘_Hm“uwﬂ‘u‘ud‘_‘u‘u“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3253: 3,5-Dimethylcyclopentene
81.0 7.00 7.20 7.40 7.60 7.80
m/z 67.00 13.94%
5000
39.0 53.0 670 96.0 ]\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.501 80.96 ug/L 1126470 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 94
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 94
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 91
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 87
5 2-Piperidinone 99 C5H9NO 000675-20-7 59

Abundance Scan 1916 (7.501 min): VVU045141.D\data.ms (-1904) (-) m/z 57.00 100.00%
57.0

43.0
5000
70.0 99.0
‘ “ ‘ 85.0 ‘ 114.1 7.20 7.40 7.60 7.80
Ottt e e e m/z 43.00  89.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8628: Heptane, 2-methyl-
43.0 570
5000
7.20 7.40 7.60 7.80
29.0 70.0 99.0 m/z 41.00 46.92%
Lol | sso | e
H\‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\‘H\\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8636: Heptane, 2-methyl-
43.0 57.0
7.20 7.40 7.60 7.80
5000 m/z 41.95 40.65%
29.0 70.0
99.0
aso L L | mo | B0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8632: Heptane, 2-methyl-
43.0 7.20 7.40 7.60 7.80
57.0 m/z 70.00  24.08%
5000
29.0
70.0 9.0
“w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘u‘_‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80

SFAMULM@92321WMA.M Tue Oct 19 06:16:53 2021 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
7.661 35.84 ug/L 498728 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 94
2 Heptane, 3-methyl- 114 C8H18 000589-81-1 87
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 83
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 59

Abundance Scan 1966 (7.661 min): VU045141.D\data.ms (-1957) (-) m/z 43.00 100.00%

43.0 570
85.0
5000
‘ 71.0 990 1141 7.40 7.60 7.80 8.00
el el A 990 ST myz 57.00 86.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8631: Heptane, 3-methyl-
43.0
57.0
85.0
5000
29.0 7.40 7.60 7.80 8.00
m/z 85.00  75.26%
114.0
15'0 ‘ ‘\ ‘ | Il ‘ | 79\.0 | 98'0 ‘
\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\H‘\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8629: Heptane, 3-methyl-
43.0
57.0
85.0 7.40 7.60 7.80 8.00
5000 m/z 41.00 56.36%
29.0
150 || | mo 99.0 1140
e e Y e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8646: Hexane, 2,4-dimethyl-
430 57 7.40 7.60 7.80 8.00
m/z 84.00  49.90%
85.0
5000
29.0 71.0
50 L Lo e L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Cyclohexene, 1-methyl- Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
7.761  18.14 ug/L 252391 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 91
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 90
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 60
4 Cyclohexane, methylene- 96 C7H12 001192-37-6 60
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 55

Abundance Scan 1997 (7.761 min): VU045141.D\data.ms (-1986) (-) m/z 81.00 100.00%
81.0

55.0
5000 41.0 68.0 96.0
1111
M ‘ 7.40 7.60 7.80 8.00
\\\‘\\\\‘\\\\‘\\\‘\}‘\\\\"M\\‘\‘\‘\“\\“\\\“\"‘\}\\“\‘\‘\‘\‘\\\\"\\\\‘ m/z 55.69 75-98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-
81.0
5000 67_0 L LA B R A AR
96.0 7.40 7.60 7.80 8.00
390 oo m/z 66.95 60.66%
ZGLQ’W’WW’
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3238: Cyclohexene, 1-methyl-
81.0
L AR,
7.40 7.60 7.80 8.00
m/z 69.95 55.10%
5000 390 550 68.0 96.0
20 i
SN 1 1 Y A TN YR
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3230: Cyclohexene, 1-methyl-
81.0 7.40 7.60 7.80 8.00
m/z 40.95 39.76%
5000 67.0 96.0
39.0 54’0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 (DEL) Alkane: Cyclic8.025 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
8.025 18.24 ug/L 294863  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-3-methyl- 112 C8H16 003726-47-4 93
2 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-65-2 74
3 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-66-3 72
4 Hexane, 3-methyl-4-methylene- 112 C8H16 003404-67-9 52
5 1-Hexyn-3-ol 98 C6H100 000105-31-7 52

Abundance Scan 2079 (8.025 min): VU045141.D\data.ms (-2070) (-) m/z 55.00 100.00%

55.0
83.0
5000 41.0
97.0
69.0
R e R R S R
‘ ‘ M 1121 7.80 8.00 8.20 8.40
\H‘\\H‘\\H‘\\H‘HH}\‘\H“\M\‘\‘H\}“H\‘\“‘HH‘H\\‘H\\‘H\\‘\ m/z 83.06 89.03%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7663: Cyclopentane, 1-ethyl-3-methyl-
55.0
83.0
5000 410 H\\‘H\\‘\\H’\H\A‘/\\ﬁ
7.80 8.00 8.20 8.40
270 m/z 40.95 48.59%
| i H ‘ 970 11290
\H‘\\H‘\\H‘\\H‘HH‘HH‘\}H‘HH‘HH‘HH‘H\\‘H\\‘H\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7700: Cyclopentane, 1-ethyl-3-methyl-, trans-
55.0 83.0
41.0
7.80 8.00 8.20 8.40
5000 m/z 56.00 36.46%
27.0
\‘ |l H or0 127
1 —" \ \
e e e b e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7694: Cyclopentane, 1-ethyl-3-methyl-, cis-
55.0 83.0 7.80 8.00 8.20 8.40
410 m/z 97.00 35.76%
5000
27.0
L B T
| | | I
e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 (DEL) Alkane: Cyclic8.243 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
8.243 57.80 ug/L 934499  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, imethyl-, trans- 112 C8H16 006876-23-9 94

2 Cyclohexane, 000583-57-3 90
006876-23-9 81
002207-01-4 76
000583-57-3 76

3 Cyclohexane,
4 Cyclohexane,
5 Cyclohexane,

imethyl-, cis-
imethyl- (cis/..

,2-di

,2-dimethyl- (cis/... 112 C8H16
,2-dimethyl-, trans— 112 C8H16
2-di
,2-di

112 C8H16
112 C8H16

Abundance Scan 2147 (8.243 min): VU045141. D\data ms (-2135) (-) m/z 55.00 100.00%
7.0

5]:
41.0
5000 69.0
112.1
| o 00550 840 860
126.1 T Seem S
el ML 128 s e7.e0 96.71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
41.0
5000 8.00 8.20 8.40 8.60
270 69.0 112.0 . - 40 8. .
‘ ‘ 83.0 m/z 41.80 52.15%
H\‘\\H’HH“HH‘\‘\H‘\H\‘\‘\H‘!’HH‘\M\\‘\Hl’\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7698: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0
97.0
410 8.00 8.20 8.40 8.60
5000 ' m/z 69.00 47.07%

112.0

N
~
o
Eo o))
= ©
o
e}
W
o

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans- e
55.0 97.0 8.00 8.20 8.40 8.60

m/z 56.00  45.59%
5000 41.0
69.0 112.0
270 ‘ ‘ 83.0

H‘_H‘M‘H_‘H_LH‘Mﬁ‘uﬂ,u‘WM‘W‘HM‘HW‘H‘_H‘_H

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 (DEL) Alkane: Cyclic8.372 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
8.372  19.65 ug/L 317604  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 97
2 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 96
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 96
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 95
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 94

Abundance Scan 2187 (8.372 min): VU045141.D\data. ms (-2175) (-) m/z 96.95 100.00%
97.

55.0
5000
41.0 112.1
69.0
‘ ‘ ‘ 83.0 8.00 8.20 8.40 8.60
m_m_m,uH\qu‘mml‘mHHHWHWWW m/z 55.00  94.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7615: Cyclohexane, 1,4-dimethyl-
55.0
97.0
5000 410 L L L L I L B
8.00 8.20 8.40 8.60
27.0 69.0 1120 m/z 112.05  35.76%
0’1.\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0
8.00 8.20 8.40 8.60
5000 41.0 m/z 40.95 35.27%
112.0
27.0 69.0
L me
o U il i L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0 8.00 8.20 8.40 8.60
m/z 56.00 27.22%
5000 41.0
112.0
270 69.0
‘ H 83.0
H"H‘w"HLH“_LH‘JHM‘HJA“HVN“_‘M“H“H‘w‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 1,3-Dimethyl-1-cyclohexene Concentration Rank 56

R.T. EstConc Area Relative to ISTD R.T.
8.414  11.46 ug/L 185257 Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 91
2 1,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 91
3 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 83
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 83
5 Cyclohexene, 3,5-dimethyl- 110 C8H14 000823-17-6 72
Abundance Scan 2200 (8.414 min): VU045141.D\data.ms (-2194) (-) m/z 95.00 100.00%
95.0
5000
67.0 110.0
39.0 530 81.0 1260 8.00 8.20 8.40 8.60 8.80
\\‘\H\‘\\H‘\H\‘\‘\H“\‘H\‘\\‘\}‘i\\\‘\‘i‘\\\\‘\‘\\\‘\\\\“‘\H\‘\\\\.‘\\ m/z 67.06 26-38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6752: 1,3-Dimethyl-1-cyclohexene
95.0
5000 DL B LA B R
67.0 8.00 8.20 8.40 8.60 8.80
110.0 m/z 110.00  22.14%
27.0 ‘
\\‘\H\‘\\\‘\“\H\‘i\‘\H“\‘H‘\‘\\‘\!“\H‘\‘i‘\‘\\\“\‘\l\‘\\\\“‘\H\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6763: 1,4-Hexadiene, 2,3-dimethyl-
95.0 FJ\
P T
41.0 670 8.00 8.20 8.40 8.60 8.80
5000 ' m/z 38.95 10.41%
27.0 110.0
‘ 81.0
\\‘\u\‘\\m“\u\M‘;u“1H\‘\\‘\H‘\uw\\\\“MWm,\m‘\m,u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6774: Cyclopentene, 1,2,3-trimethyl- Rl R o
95.0 8.00 8.20 8.40 8.60 8.80
m/z 81.00 10.09%
5000 67.0
39.0 o4 110.0
H%%RHJWHHM‘HNNWHMMH%%QWWJWHHWHHMH‘M‘ D
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Oxalic acid, isohexyl penty... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
8.539 12.94 ug/L 209180 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 64
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
3 Octane, 4-methyl- 128 C9H20 002216-34-4 64
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 53

Abundance Scan 2239 (8.539 min): VU045141.D\data.ms (-2230) (-) m/z 42.95 100.00%

3.0
85.0
69,0 AWML AVAR
| ‘ ‘ ‘ 1101281 8.20 8.40 8.60 8.80
\‘\\\\i‘\\\‘\“\\‘\\“\‘\\\‘\\‘\.\’\‘\‘.\\‘\\\\‘\\ m/Z 85.00 65.54%
m/z--> 20 40 60 80 100 120 140 160
Abundance #127948: Oxalic acid, isohexyl pentyl ester
43.0
5000 L L B L R R
8.20 8.40 8.60 8.80
69,0 85.0 m/z 70.00 46.17%
27.0
miz--> 20 40 60 80 100 120 140 160
Abundance #14557: Heptane, 2,4-dimethyl-
43.0
AR
8.20 8.40 8.60 8.80
5000 m/z 41.00 43.10%
85.0
0] |
Al LS L ueoizs0
miz--> 20 40 60 80 100 120 140 160
Abundance #14529: Octane, 4-methyl- R RALEA
43.0 8.20 8.40 8.60 8.80
m/z 57.00 42.62%
5000 85.0
27.0
69,0
Ll ‘H . 11201280
e =
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
8.761  19.13 ug/L 309222  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 91
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 91
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 91
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 90
5 Octane, 3-methyl- 128 C9H20 002216-33-3 90

Abundance Scan 2308 (8.761 min): VU045141.D\data.ms (-2298) (-)
57.0

m/z 57.00 100.00%

5000
43.0
‘ 71‘-0 6.0 99.0 11281 8.40 8.60 8.80 9.00
e gl e R e e m/Z 42,95 35.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl-
57.0
5000
43.0 8.40 8.60 8.80 9.00
’ m/z 40.95 29.80%
29.0 ‘ 710 98.0
H’\H.\‘\H‘\‘\H\“}H\‘\\‘\MH\\‘“\.H\‘HH‘\\\!“\\\]\-‘]-\3\.\(\)‘\1\2\\8‘.\()\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14546: Heptane, 2,5-dimethyl-
57.0
e R AEaREREEEEEEEE
8.40 8.60 8.80 9.00
5000 ITI/Z 56.00 23.23%
43.0
29.0 71.0 99.0
0 “‘ l, J 850 | 11301280
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14560: Heptane, 2,5-dimethyl- e A RAGEaRaRE
57.0 8.40 8.60 8.80 9.00
m/z 99.00  13.90%
5000 43.0
29.0
71.0 99.0
Ll 850 | 113.0128.0
e e e e e e e e e s L RBARARE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 22 (DEL) Alkane: Cyclic8.806 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
8.806 24.12 ug/L 389904  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 91
2 Cyclopentane, propyl- 112 C8H16 002040-96-2 52
3 Cetene 224 C16H32 000629-73-2 47
4 Cyclopentane, ethyl- 98 C7H14 001640-89-7 47
5 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 46

Abundance Scan 2322 (8.806 min): VU045141.D\data.ms (-2314) (-) m/z 69.00 100.00%

69.0
41.0
5000
97.0
LA e
| ‘ ‘ H 126.0 8.40 8.60 8.80 9.00 9.20o
\\\\‘\\\\}‘\\‘\‘\‘\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ m/z 55.06 89-994
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7693: Cyclopentane, 1-ethyl-2-methyl-, cis-
55.0 83.0
5000 I L AL B
27.0 8.40 8.60 8.80 9.00 9.20
1120 m/z 41.00 67.96%
\\\‘\‘\1\\ \\“‘\‘\\\“\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7564: Cyclopentane, propyl-
41.0 69.0
A
8.40 8.60 8.80 9.00 9.20
5000 m/z 83.00 51.62%
112.0
ol [y 1]
RRamaa b
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104590: Cetene
41,0 8.40 8.60 8.80 9.00 9.20
m/z 68.00 47.26%
69.0
5000 97.0
| ‘\ 1250 1540 224,
e H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘M‘H‘H‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 23 (DEL) Alkane: Cyclic8.867 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.867 50.28 ug/L 812848 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 87
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 70

Abundance Scan 2341 (8.867 min): VU045141.D\data.ms (-2332) (-) m/z 83.00 100.00%

83.0
55.0
5000
41.0
112.1
‘ 69.0 8.60 8.80 9.00 9.20
H‘\\H‘\H\‘H\\M‘\H“\‘H\‘\HN‘.HH“‘\1\\‘\9\6\'WC)‘HH‘\‘H\‘\ m/Z 55.00 68.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7535: Cyclohexane, ethyl-
83.0
55.0
5000 LI L L L L L LB B
41.0 8.60 8.80 9.00 9.20
112.0 m/z 82.00 46.92%
27.0 69.0
\\‘\\\\‘\\\‘\“\\\\“1‘\\\‘\‘}!\‘\\\‘\‘i\\\\‘\1\\‘\9\\7\.‘0\\\\‘1\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536: Cyclohexane, ethyl-
83.0
55.0 8.60 8.80 9.00 9.20
5000 m/z 41.00 31.13%
41.0
112.0
27.0 | | 69.0
H H 1 H\ -
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7537: Cyclohexane, ethyl- M
83.0 8.60 8.80 9.00 9.20
55.0 m/z 112.05 22.95%
5000
41.0
112.0
27.0 69.0 ‘ L
S NS e A S /B £ RS N SR AND L N VAP
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 24 (DEL) Alkane: Cyclic8.928 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.928 69.09 ug/L 1116940 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
5 Cyclohexane, 1l-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 72

Abundance Scan 2360 (8.928 min): VU045141.D\data.ms (-2351) (-) m/z 111.05 100.00%
111.1

69.0
5000 55.0
41.0
83.0
‘ 97.0 126.1 8.60 8.80 9.00 9.20
H_H‘_H‘_HJMM‘_MM_HMLH‘_M‘_Hh_uwluw‘mw‘u m/z 69.00  83.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 55.0 L L R B R BRI R |
41.0 83.0 8.60 8.80 9.00 9.20
' m/z 55.00 50.68%
27.0
.126.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69'0 \\‘\\\\‘\\\\‘\\\\’\\\\‘
8.60 8.80 9.00 9.20
5000 410 20 m/z 41.08  34.59%
83.0
070 | 1260
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl- A
69.0 111.0 8.60 8.80 9.00 9.20
m/z 83.00 24 .55%
55.0
5000 410
83.0
27.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.

9.073 41.87 ug/L 676824  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonene, (E)- 126 C9H18 006434-78-2 53
2 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 007667-55-2 46
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 42
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 42
5 Isopropylcyclobutane 98 C7H14 000872-56-0 38

Abundance Scan 2405 (9.073 min): VU045141.D\data.ms (-2391) (-) m/z 55.00 100.00%

nin): . .
69.0
41.0 97.0
5000
A RAEAERRRESR SO
“ Il F 101261 8.80 9.00 9.20 9.40
H‘HH‘\H\‘\H\“\‘H\“\l\\‘ \“\1‘\\\‘\"\\\\ HH\‘\\H‘\\H‘\M\‘\H m/z 69.06 69.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13179: 2-Nonene, (E)-
55.0
41.0
5000 70.0 R e o R R
970 126.0 8.80 9.00 9.20 9.40
97.0 m/z 70.00 68.06%
’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13299: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.
55.0 69.0
R RARRERERES AR o
41.0 8.80 9.00 9.20 9.40
5000 91.0 m/z 56.00  64.41%
83.0 1110126.0
27.0 ‘ ‘
H_HWM_H‘;““H_HW“ H‘w,‘!!”_"!_ww_wm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis- R ARARREESERE Y e
56.0 70.0 8.80 9.00 9.20 9.40
410 m/z 97.00  57.03%
5000
27.0
98.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
9.124  25.53 ug/L 412728  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 91
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 83
3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 83
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 78
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 64

Abundance Scan 2421 (9.124 min): VU045141.D\data.ms (-2413) (-) m/z 43.00 100.00%

43.0
5000 84.0

| M 6#0 8.80 9.00 9.20 9.40

128.1
W‘H,mwmwH‘m_m?g‘qm_m m/z 84.00 50.79%

m/z--> 0 20 40 100 120
Abundance #14543: Heptane 2, 3 d|methyl-
43.0

5000 VRTINS P e
84.0 8.80 9.00 9.20 9.40

m/z 85.00 44.07%

27.0 6910
T ‘ T T ’ T U T “‘} T ‘!‘ ‘ T \d\ T ‘ \‘\ \9\9‘.()\ T ‘1\2\8.\0\
m/z--> 0 20 40 60 80 100 120
Abundance #14554: Heptane, 2,3-dimethyl-
43.0 /\

880900920940

84.0
27.0
e | sso o
miz--> 0 20 40 60 80 100 120
Abundance #8625: Hexane, 3-ethyl- R N
43.0 8.80 9.00 9.20 9.40

m/z 57.00 26.17%

5000

27.0

m/z--> 0 40 60 80 100 120 8.80 9.00 9.20 9.40

-
O
o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 27 (DEL) Alkane: Cyclic9.169 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.169 50.39 ug/L 814627 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 94
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 90
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 87
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 74
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 68

Abundance Scan 2435 (9.169 min): VU045141.D\data.ms (-2427) (-) m/z 111.05 100.00%
111.1

o . .
55.0
41.0
5000
126.1
‘ | | 83.0 970 8.80 9.00 9.20 9.40
e bl miz 69,00 99.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
55.0
5000 410 IR R N
126.0 8.80 9.00 9.20 9.40
' m/z 55.00 73.27%
‘ ‘ ‘ 84.0
\\\‘\\\\‘\\\\‘\\\\‘“\\\‘\‘\\\‘\\\‘\’\\\‘\“w”\\‘\\\‘\‘\\\\’1\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13246: Cyclohexane, 1,2,4-trimethyl-
69.0
111-0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
5.0 8.80 9.00 9.20 9.40
5000 41.0 m/z 41.00 56.51%
126.0
27.0 ‘ ‘ 84.0
H‘_H‘_HH_H‘JLH_Vﬁ_‘ﬁw‘HN‘H‘HN‘HH,MH‘HM‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta., Gl T
69.0 111.0 8.80 9.00 9.20 9.40
55.0 m/z 57.00 50.21%
41.0
5000
27.0
126.0
0 W
HWH‘WHH‘HH‘HHwhH_HUMH‘NLW‘JWH‘WM‘WHH‘HH AL ar e EEBRE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40

SFAMULM@92321WMA.M Tue Oct 19 06:17:10 2021

Page:

31



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 28 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.214 101.67 ug/L 1643670  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 72
2 Octane, 4-methyl- 128 C9H20 002216-34-4 64
3 Dichloroacetic acid, 4-methylpen... 212 C8H14C1202 1000282-43-7 64
4 2-Methylpentyl formate 130 C7H1402 381670-34-4 59
5 Octane, 4-methyl- 128 C9H20 002216-34-4 59

Abundance Scan 2449 (9.214 min): VU045141.D\data.ms (-2442) (-) m/z 43.00 100.00%

5000 570 7110
85.0
8.80 9.00 9.20 9.40 9.60
‘ ‘ 113.1128.1
99.0 9
0 w‘HW“‘Wu‘lwwlwwwwwH_WHW_ m/z 57.00  48.21%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #14531: Octane, 2-methyl-
43.0
5000 BERERERERERAREE RN
510 8.80 9.00 9.20 9.40 9.60
29.0 710 m/z 71.00  43.81%
\‘ \H Il ‘ H 99.0 113.0128.0
\‘\\\\‘\\H‘HH‘!!H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #14526: Octane, 4-methyl-
43.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.00 40.61%
85.0
29 0 57 o 71.0
‘_H‘_H‘_H‘_H‘_H‘_H‘_‘H_‘H_‘H_‘H_‘H_‘H_‘H_
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance  #90428: Dichloroacetic acid, 4-methylpentyl ester T e
43.0 8.80 9.00 9.20 9.40 9.60
m/z 85.00 35.51%
5000 71.0
85.0
20 | 0 | | o e
et e e e e e e P
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 29 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.337 117.94 ug/L 1906620 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 91
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 87
3 Octane, 3-methyl- 128 C9H20 002216-33-3 87
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 81
5 Octane, 3-methyl- 128 C9H20 002216-33-3 74

Abundance Scan 2487 (9.337 min): VU045141.D\data.ms (-2477) (-)
57.0

m/z 57.00 100.00%

5000
41.0
98.0
‘ ‘ 71.0 1281 9.00 9.20 9.40 9.60
Obreprrrrprrreprelee sl il e AL m/z 41.00 29.31%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl-
57.0
5000 UL L B R IR B B |
9.00 9.20 9.40 9.60
43.0
m/z 43.00 26.91%
29.0 ‘ 710 98.0
H’H\.\’\H‘\‘\\H“}H\‘\\‘\M\H\‘“\.H\‘H\\‘H\!“H\]\-‘J-\S\.HO‘\]-\ZHB‘.?H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14546: Heptane, 2,5-dimethyl-
57.0
9.00 9.20 9.40 9.60
5000 m/z 56.00 22.34%
43.0
29.0 71.0 99.0
0 “‘ |, | 850 | 113.01280
e e et e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl- R AAREARREESS
57.0 9.00 9.20 9.40 9.60
m/z 98.00 17.21%
5000 43.0
29.0
‘ ‘ 71.0 98.0
el | 11301280 e LN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 30 unknown-01 Concentration Rank 63

R.T. EstConc Area Relative to ISTD R.T.

9.481 8.29 ug/L 134013  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-5-Methyl-1-heptanol 130 C8H180 957803-73-3 38
2 1-Butyl-1H-1,2,4-triazole 125 C6H11N3 006086-22-2 38
3 Cyclooctane, methyl- 126 CO9H18 001502-38-1 30
4 1,7-Octadiene, 2,3,3-trimethyl- 152 C11H20 1000150-47-7 27
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 27

Abundance Scan 2532 (9.481 min): VU045141.D\data.ms (-2524) (-) m/z 55.00 100.00%

58.0
69.0 83.0
41.0
5000
: 125.1 2
‘ ‘ “ F 11‘10 ‘ 9.20 9.40 9.60 9.80
\\‘HH‘HH‘H\\}!\\\‘\‘\\‘\‘\HM\H‘\‘\H\“\\H‘HH“HH‘\H\‘H\ m/z 83.06 71-69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15770: (S)-(+)-5-Methyl-1-heptanol
55.0
83.0
5000 LU L L L L LA B BRI
41.0 9.20 9.40 9.60 9.80
690 m/z 69.00  71.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12293: 1-Butyl-1H-1,2,4-triazole
83.0
390 LU B N B L B
56.0 9.20 9.40 9.60 9.80
5000 1250 m/z 41.60  54.62%
18.0 97.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13195: Cyclooctane, methyl- o REamEEAREEEEEEE L
41.0 55.0 49 9.20 9.40 9.60 9.80
m/z 56.00 44.12%
5000 111.0
83.0 97.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 31 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.748 103.24 ug/L 1669020 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 94
2 Nonane 128 C9H20 000111-84-2 91
3 Nonane 128 C9H20 000111-84-2 81
4 Nonane 128 C9H20 000111-84-2 68
5 Octane 114 C8H18 000111-65-9 64

Abundance Scan 2615 (9.748 min): VU045141.D\data.ms (-2611) (-) m/z 43.00 100.00%
43.0 57.0

.

5000 85.0
71.0
= AR
| ‘ ‘ 99.0 1281 9.50 10.00
H‘\H\‘\\H‘HH‘i\}H‘\‘HMHH‘HH‘\!}\‘H\}“HH’HH‘H\MHH m/Z 57.09 98-52%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14521: Nonane
43.0
5000 R o
29.0 9.50 10.00
71,0 85.0 m/z 41.00 45.10%
128.0
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14523: Nonane
43.0
e S
57.0 9.50 10.00
5000 m/z 85.00 44.68%
29.0
71.0 85.0
o | | | s0 10
T e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14520: Nonane
43.0 9.50 10.00
57.0 m/z 71.00 31.61%
5000
29.0 710 850
99.0
kX Y O Y e A SNV
miz--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 32 (DEL) Alkane: Cyclic9.880 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
9.880 30.19 ug/L 488015 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 60
2 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 49
3 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 43
4 (S)-3-Ethyl-4-methylpentanol 130 C8H180 1000144-07-1 43
5 2-Hexene, 3-methyl-, (Z)- 98 C7H14 010574-36-4 43

Abundance Scan 2656 (9.880 min): VU045141.D\data.ms (-2644) (-) m/z 69.00 100.00%

69.0
5000 41.0 95.0
111.0
— —
‘ ‘ H‘ 1401 9.50 10.00
e ““Hk‘uw“ﬂ ‘” el b m/z 55.80 68.59%
miz--> 20 40 60 80 100 120 140
Abundance #3798: Cyclopropane, 1,1-diethyl-
41.0 69.0
5000 L L
9.50 10.00
98.0 m/z 41.00 48.71%
miz--> 20 40 60 80 100 120 140
Abundance #20762: Cyclopropane, 1,2-dimethyl-1-pentyl-
69.0
— P
41.0 9.50 10.00
5000 m/z 94.95  46.75%
84.0
ZG\b \‘ il \‘ | 1120 1400
“““““ ““““““‘ e
miz--> 60 100 120 140
Abundance #3730.1—Hexene,34nethyh — —
55.0 9.50 10.00
m/z 70.00 46.37%
5000 70.0
27.0
Tl
It i
BRANARY I e e
m/z--> 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 33 unknown-02 Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
9.957 10.34 ug/L 167144  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1-(hexyloxy)-3-methyl- 200 C13H280 074421-18-4 43
2 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 38
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 38
4 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 38
5 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 38

Abundance Scan 2680 (9.957 min): VU045141.D\data.ms (-2671) (-) m/z 57.00 100.00%

57.0
5000
95.0
M
T ‘\“ “L\“\ ‘M\”‘“‘ \‘H\‘\ \" L e B By B B m/Z 43.00 83.08%
m/z--> 50 100 150 200 250
Abundance #76047: Hexane, 1-(hexyloxy)-3-methyl-
43.0
5000 85.0 R
10.00
m/z 41.00 54.09%
T T “‘\ ‘\ h ‘“ T H\‘ \“‘\ H“ T T T T ‘ T T T T ’ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane
57.0
R
10.00
5000 m/z 56.00 42.77%
99.0
LT 1690 1 296.!
el el bt S
m/z--> 50 100 150 200 250
Abundance #4468: Hexane, 3-methyl- i
43.0 10.00
m/z 55.00 41.82%
5000
|| Jsso
L Ll I |
T e e L B A B e N
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 34 (DEL) Alkane: Cyclicl1e.031 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.031 93.37 ug/L 1509390 Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 64
2 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 64
3 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 62
4 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 58
5 Sulfurous acid, cyclohexylmethyl... 430 C25H5003S 1000309-22-6 58
Abundance Scan 2703 (10.031 min): VU045141.D\data.ms (-2690) (- m/z 97.00 100.00%
55.0 97.0
39 70.0 126.1 1 7 \
L Ll )
el Al 14200 55 e 96.64%
miz--> 20 40 60 80 100 120 140
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 M :
10.00
126.0 m/z 41.00 46.30%
39‘0 ‘ 8LO | ‘
\\\2’4\.9\\‘i“\\\H!“\H‘\\‘\\\\‘\\‘\\[\‘f\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #13210: 3,5-Dimethyl-3-heptene
55.0
97.0 VA |
10.00
5000 m/z 69.00 37.22%
39l0 126.0
‘1‘5"0,“\“ “i“ \‘M“ w““?‘%"o‘ A
miz--> 20 40 60 80 100 120 140
Abundance #13233: 2-Hexene, 3,4,4-trimethyl- T ‘
97.0
550 10.00
m/z 57.00 31.61%
5000
27.0
126.0
NI
m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 35 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.253 194.33 ug/L 3141680 Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 94
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
3 Octane, 3,6-dimethyl- 142 C1OH22 015869-94-0 91
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 90
5 Octane, 3,6-dimethyl- 142 C1OH22 015869-94-0 90

Abundance Scan 2772 (10.253 min): VU045141.D\data.ms (-2756) (- m/z 57.00 100.00%
5

7.0
5000 41,0
e =
85.0 1131 1421 10.00 10.50
0‘H‘HHM‘\HM‘,“J”M“”J‘Hu‘“H““HH‘CH m/z 71.00 63.46%
m/z--> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
57.0
41.0
5000 L o r
10.00 10.50
650 113.0 m/z 43.00 51.38%
\1\5\.()‘ \‘\‘\ \“‘i T \“‘\" T I‘M T ‘ \“.\ T ‘ L !‘\ ‘ T \]\.4‘2\'9\
m/z--> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl-
57.0
= .
a1lo 10.00 10.50
5000 ITI/Z 41.00 44 ,30%
85.0 113.0
B Y A3
m/z--> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl- R —
57.0 10.00 10.50
m/z 56.00 34.13%
5000
410 113.0
85.0
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 36 Cyclohexanone, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.359 84.89 ug/L 1372370  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 86
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 83
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 83
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 80
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 80

Abundance Scan 2805 (10.359 min): VU045141.D\data.ms (-2797) - m/z 83.00 100.00%

83.0
55.0
5000
39)0 126.1 ~ -
10.00 10.50
98.0 ‘
S “1”‘ m“!“ M\ Gl 2801420 55 00 76.96%
m/z--> 20 40 60 80 100 120 140
Abundance #13079: Cyclohexanone, 2,3-dimethyl-
53.0
83.0
5000 T —
126.0 10.00 10.50
98.0 m/z 82.00 59.31%
\\\‘\\\\“\ \‘\“!“ \H‘\\“l\\‘\“‘ T i‘\\’\‘\\\’\\
m/z--> 20 40 60 80 100 120 140
Abundance #13201: Cyclohexane, propyl-
83.0
55.0 = =
10.00 10.50
5000 m/z 41.00 46.50%
126.0
29.0
ST T .S
m/z--> 20 40 60 80 100 120 140
Abundance #13247: Cyclohexane, (1-methylethyl)- T —
55.0 83.0 10.00 10.50
m/z 67.00 22.68%
5000
30,0 M 126.0
350 b Ao AR
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 37 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.395 87.27 ug/L 1410790  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3-dimethyl- 142 C1OH22 007146-60-3 72
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 72
3 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 64
4 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 53
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 50

Abundance Scan 2816 (10.394 min): VU045141.D\data.ms (-2812) (- m/z 57.00 100.00%
57.0

5000
41/0 — r=—
10.00 10.50
125.1
B S X T T . S P
miz--> 20 40 60 80 100 120 140
Abundance #22102: Octane, 2,3-dimethyl-
57.0
5000 1056 iO%d
410 98.0 ' : .
m/z 98.00 36.30%
T \H\ \Ui T \‘H“ T \“‘\7\7.‘0\‘\ T T \]\-]\.4\?\ T \:\L“lz\(\)\
miz--> 20 40 60 80 100 120 140
Abundance #22130: Heptane, 3-ethyl-2-methyl-
57.0
= e
10.00 10.50
5000 4100 ITI/Z 41.00 22.23%
98.0
15.0 H I H\ 77.0, ‘\ 114.0 1420
e e
m/z--> 20 40 60 80 100 120 140
Abundance #22131: Heptane, 3-ethyl-2-methyl- — ——
57.0 10.00 10.50
m/z 71.00 13.86%
5000
41,0 98.0
25,0 “‘ L il79.0 ‘ 1140 1420
e S = P
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 38 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.562 66.73 ug/L 1078720 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1OH22 000871-83-0 52
2 Octane, 4-ethyl- 142 C10H22 015869-86-0 47
3 Nonane, 4-methyl- 142 C10H22 017301-94-9 43
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 43
5 1-Azacyclononan-2-one 141 C8H15NO 000935-30-8 43
Abundance Scan 2868 (10.562 min): VU045141.D\data.ms (-2853) (- m/z 57.00 100.00%
57.0
- Wik m
‘ 980 U \
10.50
‘ 3.0 142.1 5
HWww“!m‘H‘H_"w}‘MhﬁwH‘,mﬁm,mwww m/z 43.00  60.24%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22074: Nonane, 2-methyl-
43.0
5000 ‘10\50‘ \
71.0 :
27,0 050 m/z 41.00 37.86%
127.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22071: Octane, 4-ethyl-
57.0
R \
10.50
5000 41)0 m/z 71.00 25.07%
85.0 112.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22083: Nonane, 4-methyl- S T
57.0 10.50
m/z 56.00 19.79%
5000
41.0
98.0
260 | |, 720 | 1130 1420
m‘m“m"m"mwm‘m"m‘_m,w‘uH,w‘mww P
m/z--> 20 30 40 50 60 70 80 90 100110120130140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 39 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.626 50.12 ug/L 1536100 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1OH22 017301-94-9 72
2 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 64
3 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 64
4 Nonane, 4-methyl- 142 C1eH22 017301-94-9 59
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 53

Abundance Scan 2888 (10.626 min): VU045141.D\data.ms (-2876) (- m/z 57.00 100.00%
57.0

5000
41)0
98.0 IV N
10.50 11.00
83.0 ‘ 125.1 142.1
) S— u‘l“ B0 SRR myz 43.00 60.23%
m/z--> 20 40 60 80 100 120 140
Abundance #22076: Nonane, 4-methyl-
57.0
5000 1050  11.00
41)0 ) '
98.0 m/z 71.00 42.61%
1T ‘Z\G‘Wb\ \“‘} T \M“ \?}.\0‘ \“\ T \]\.l}:‘g\'cj‘ T \]\_4“2\0\\
miz-> 20 40 60 80 100 120 140
Abundance #22105: Octane, 3,5-dimethyl-
57.0 f/\
r —
10.50 11.00
5000 4110 m/z 70.00 42.57%
85.0
113.0
N O ST
mfz--> 20 40 60 80 100 120 140
Abundance #14594: Pentane, 2,2,3,3-tetramethyl- —— —
57.0 10.50 11.00
m/z 41.00 34.58%
5000 4110
99.0
sso | ) s WL
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 40 1H-Indene, octahydro-, trans- Concentration Rank 74
R.T. EstConc Area Relative to ISTD R.T.
10.700 6.09 ug/L 186720 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-, trans- 124 C9H1le6 003296-50-2 53
2 Propylidencyclohexane 124 C9H16 002129-93-3 52
3 Bicyclo[4.2.0.]octane, 6,7-dimethyl 138 C10H18 1000063-19-2 49
4 3,4-Octadiene, 7-methyl- 124 C9H1e6 037050-05-8 46
5 Cyclopentane, ethylidene- 96 C7H12 002146-37-4 38

Abundance Scan 2911 (10.700 min): VU045141.D\data.ms (-2905) (- m/z 67.00 100.00%
67.0

82.0
5000
410 111.0 T ‘ T T ‘ T
| ‘ ‘ H ” 1400 10.50 11.00
m_m;m‘ H“M il N~ m/z 82.60 67.05%
miz--> 20 40 80 100 120 140
Abundance #12207.1H4ndene,oaahydnr,uans
67.0
82.0
5000 — i
124.0 10.50 11.00
41.0 m/z 81.00 64.83%
miz--> 20 40 60 80 100 120 140
Abundance #12152: Propylidencyclohexane
67.0 820
Co F
41.0 10.50 11.00
5000 ITI/Z 69.00 43.43%
124.0
1090
miz--> 20 40 60 80 100 120 140
Abundance #19496: Bicyclo[4.2.0.]octane, 6,7-dimethyl —— ——
67.0 10.50 11.00
m/z 55.00 36.13%
82.0
5000
L
— ‘351‘ ‘Mh“‘ ‘JM‘”i\“M“‘JM“ “%3%9‘ —— ——
miz--> 20 40 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 41 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.

10.813 34.71 ug/L 1063810 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Nonene, 3-methyl-, (Z)- 140 C10H20 063830-69-3 53
2 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 53
3 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 50
4 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 47
5 (1,2,4-Trimethylcyclohexyl)metha... 156 C1@H200 1000499-04-1 43

Abundance Scan 2946 (10.812 min): VU045141.D\data.ms (-2939) (- m/z 69.00 100.00%

min) . .
125.1
41.0 550
5000
83.0
— —r
‘ ‘ I To 140.1 10.50 11.00
el w/z 7e.00  82.46%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20711: 4-Nonene, 3-methyl-, (Z)-
55.0
41.0 69.0
5000 [ L
10.50 11.00
27.0 83.0 m/z 125.10 76.11%
H ‘\ 1. 1110
\‘\H\‘HH‘HH’H\\‘HH‘HH‘\}H‘HH’HH’H\\‘HH‘\H\‘\.\H‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20706: 2-Octene, 2,6-dimethyl-
69.0
= =
10.50 11.00
5000 ITI/Z 55.00 65.29%
140.0
8 111.0
M\w\\\\wowzso
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #43584: Cyclooctane, 1-methyl-3-propyl- — —
69.0 10.50 11.00
m/z 41.00 59.80%
5000 83.0
410 220 125.0
270 H‘ HH M‘ ull 9101110 |
‘_Hw‘HwHH,HHMH‘_HWH‘WHHW‘HMHW‘HWHH‘HH‘ — —r
m/z--> 20 30 40 50 60 70 80 90 100110120130140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 42 Benzene, propyl- Concentration Rank 68
R.T. EstConc Area Relative to ISTD R.T.
10.909 7.31 ug/L 223971 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 90
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
4 Benzene, propyl- 120 C9H12 000103-65-1 72
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72

Abundance Scan 2976 (10.909 min): VU045141.D\data.ms (-2970) (- m/z 91.00 100.00%
91.0

5000

=

120.0 AL

38.9 65"0 | 11.00
e e e b e e e m/z 120.00  21.29%

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

Abundance #10702: Benzene, propyl-
91.0
5000 /\ ‘ /\
11.00
120.0 m/z 65.00 10.91%
39.0 65.0

L ‘\ L Il 1
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10701: Benzene, propyl-

91.0

=

—
11.00

5000 m/z 92.00 10.48%

120.0
39.0 650 |
|

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

=

Abundance #88774: N-Benzyl-2-phenethylamine T
91.0 11.00
m/z 78.00 6.48%
120.0
5000
65.0
30 165.0 209.0
[T T T A e e T T T —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 43 unknown-03 Concentration Rank 66

R.T. EstConc Area Relative to ISTD R.T.
10.951 7.67 ug/L 235010 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 45
2 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 43
3 Cyclohexene, 1l-ethyl- 110 C8H14 001453-24-3 38
4 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 38

5 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20

Abundance Scan 2989 (10.951 min): VU045141.D\data.ms (-2983) (-

000099-82-1 30

m/z 81.00 100.00%

550  81.0 '
97.0
5000
390 ——
‘ 123.1 140.1 11.00
e T L mjz ss.ee 89.09%
miz--> 20 40 60 80 100 120 140
Abundance #6713: Cyclohexene, 1-ethyl-
81.0
5000 T
11.00
41.0 ‘ 110.0 m/z 97.00  52.66%
\\].\5‘\.?\} H ““H\‘\“\\\““\\‘\‘\‘\\‘\\‘\\\\‘\\
m/z--> 20 60 80 100 120 140
Abundance #3228.Cydohexene,44neﬂwh
81.0
——
54.0 11.00
5000 m/z 69.00 41.22%
270
‘ ‘ 9 \.0
““““‘ T
m/z--> 0 100 120 140
Abundance #6714: Cydohexene 1-ethyl- T
81.0 11.00
m/z 41.00  38.22%
5000
41.0 ‘ 110.0
‘ _—
m/z--> 20 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 44 Benzene, 1-ethyl-2-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.002 44.39 ug/L 1360530 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 3005 (11.002 min): VU045141.D\data.ms (-2997) (-  m/z 105.00 100.00%

105.0
5000
120.0
39.0 550 77‘-0 L 1401 11.00
SRS SIS YIS SRS ST B S m/z 120.60  30.27%
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\M T j‘\ ]
120.0 11.00
m/z 77.00 12.33%
77.0
\1\5\.0‘ T \3\9“.0\ T ‘\5\9‘.‘0\‘\ T \M‘ T \‘1 T “1‘\ \‘\”“\ L
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
T \
11.00
5000 m/z 91.00 12.20%
120.0
77.0
39.0
80, TSRl
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl- T
105.0 11.00
m/z 106.00 8.95%
5000
120.0
39.0 77.0 j\
e ““H“;‘S‘%?‘H““‘H‘: SN MY b
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 45 (DEL) Alkane: Cyclic11.192 Concentration Rank 73
R.T. EstConc Area Relative to ISTD R.T.
11.192 6.20 ug/L 190103 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1R,2c,3t,4t-Tetramethyl-cyclohexane 140 C10H20 1000144-07-3 68
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 53
3 3-Octene, 2,6-dimethyl- 140 C1eH20 006874-28-8 49
4 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 43
5 Cyclodecane 140 C10H20 000293-96-9 43

Abundance Scan 3064 (11.192 min): VU045141.D\data.ms (-3057) (- m/z 69.00 100.00%

69.0
41.0
5000
95.0 111.0
1401 T T T T T T
(I
“““M“uh‘NlL‘W”JN‘H“Ji“uM“MH 1 m/z 55.80 76.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20759: 1R,2c,3t,4t-Tetramethyl-cyclohexane
69.0
5000 PN N
11.00 11.50
111.0 1400 m/z 70.00 69.60%
I S
\‘\\\\‘\\\\‘\\\\‘f‘\\f“\\\\‘\‘\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #13254: Cyclohexane, 1,2,4-trimethyl-
69.0
C e
11.00 11.50
410 111.0 .
5000 ITI/Z 41.00 54.02%
S 23 W O 2 N
m/z--> 20 40 60 80 100 120 140 160
Abundance #20692: 3-Octene, 2,6-dimethyl- — —
55.0 11.00 11.50
m/z 83.00 41.84%
5000 29.0
83.0
B L wS N, NP PV
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 46 (DEL) Alkane: Straight-Chai... Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.

11.246 6.79 ug/L 208125 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexene, 4-ethyl-2,3-dimethyl- 140 C10H20 1000149-19-7 64
2 Trans-1,4-diethylcyclohexane 140 C10H20 013990-93-7 62
3 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 59
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 53
5 Cyclooctanemethanol 142 C9H180 003637-63-6 53

Abundance Scan 3081 (11.247 mln) VU045141.D\data.ms (-3075) (- m/z 69.00 100.00%

in): . .
5000 111
41.0
e e
.32 Lo 11165 50,
HW‘HWH‘WHH‘MH_H‘wuwlhwu‘wuuihu_m‘_uw‘uw m/z 111.05 50.63%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20741: 2-Hexene, 4-ethyl-2,3-dimethyl-
69.0
41.0 111.0
5000 e —
11.00 11.50
m/z 55.00 35.97%
UD ‘ 140.0
H\‘?\H‘HHH‘H\“\‘H‘\‘H\‘\}\\\‘\"‘\‘\\\‘9\?\.\0’\\H‘HH‘HH‘HH‘HH’
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20721: Trans-1,4-diethylcyclohexane
69.0
e e
1110 11.00 11.50
5000 ITI/Z 41.00 35.40%
41.0
140.0
H""H_w‘”"m‘M}"",um""‘,w!mw_m!m,
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20756: Cyclohexane, 2-ethyl-1,3-dimethyl- —— ——
69.0 11.00 11.50
m/z 123.00 20.96%
111.0
5000
41.0
M “ 840 140.0
‘H‘HH‘H‘wH‘w‘Hw‘Hi_H‘M‘wau,uuiu‘wu‘w‘uw‘u‘, e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 47 Benzene, 1-ethyl-4-methyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.295 45.15 ug/L 1383720 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 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 83
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 76
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 76

Abundance Scan 3096 (11.295 min): VU045141.D\data.ms (-3087) (-  m/z 105.00 100.00%

105.0
5000
77.0
39.0 55.0 11.00 11.50
121.0
L \“‘\ \“M\ “\M\ T \M“‘\ \“\ “\‘ T H\ \‘\”“\ T \1\4‘0.\1\ T m/Z 120.00 29.16%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\M T j\\ T I T
11.00 11.50
m/z 77.00 13.03%
39.0 77.0
T \\‘\‘\ T \“‘\ \“f“s\?"?‘\ T \““ T \“1 T ‘H‘\ \]‘:2“‘]-\.0\\ T ‘ T T
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
— —
11.00 11.50
5000 m/z 97.00 12.03%
77.0
150 390 s90 "y | | 1210
Tt e e e
miz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl- : .
105.0 11.00 11.50
m/z 91.00 12.00%
5000
79.0
R B A L A M e —
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\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 48 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
11.378 12.10 ug/L 370882 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 76
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 72
3 Nonane 128 C9H20 000111-84-2 70
4 Carbonic acid, decyl vinyl ester 228 C13H2403 1000383-25-7 64
5 Undecane 156 C11H24 001120-21-4 58

Abundance Scan 3122 (11.378 min): VU045141.D\data.ms (-3114) (- m/z 57.00 100.00%
57.0

97.0 = —
| H “ ‘ 1301 11.00 11.50
e b S m/z 43.00 78.57%
m/z--> 50 100 150 200 250
Abundance #33079: Undecane
57.0
5000 = —
11.00 11.50
m/z 41.00 51.38%
98.0 156.0
T \dJ\ H ‘”H‘\ ‘!‘ \“‘\H‘ e "\ L I B B B
m/z--> 50 100 150 200 250
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
— —
11.00 11.50
5000 m/z 71.00 46.78%
97.0
260 | ‘\‘L “\\ , 1390 1820 224.0 2971
el e e
m/z--> 50 100 150 200 250
Abundance #14520: Nonane = T
43.0 11.00 11.50
m/z 55.00 43.44%
5000
85.0
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 49 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.417 55.38 ug/L 1697170 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 87
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 78
3 Octane, 3,3-dimethyl- 142 C1eH22 004110-44-5 78
4 Decane, 4-methyl- 156 C11H24 002847-72-5 70
5 4-Methyl-3-heptanol, trifluoroac... 226 C10H17F302 1000365-51-8 64

Abundance Scan 3134 (11.417 min): VU045141.D\data.ms (-3127) (- m/z 71.00 100.00%

43.0 71.0
5000
—
‘ “ 11‘3'1 156.1 11.50
el L0 1340 (1561 0 43 60 87.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000 T
11.50
m/z 57.00 79.32%
27,0 ‘ 112.0
\‘\j\\“\\\M“\\‘}\“H\\\‘\\!‘\‘\\\1\4‘0.\0\1\‘5\6"0\
m/z--> 20 40 60 80 100 120 140 160
Abundance #22108: Octane, 3,6-dimethyl-
57.0
—
11.50
5000 ITI/Z 41.00 39.95%
41.0 113.0
\‘ \‘\ Il il 85\0 “ 142.0
ettt
m/z--> 20 40 60 80 100 120 140 160
Abundance #22100: Octane, 3,3-dimethyl- ——
43.0 71.0 11.50
m/z 70.00 38.03%
5000
27,0
‘ ‘ 113.0
e e W
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\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 50 (DEL) Alkane: Straight-Chai... Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
11.575 6.76 ug/L 207180 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72
2 Tridecane 184 C13H28 000629-50-5 64
3 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 59
4 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 59
5 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 58

Abundance Scan 3183 (11.574 min): VU045141.D\data.ms (-3177) (- m/z 57.00 100.00%
57.0

5000 85.0
— ‘
‘ 111.1 1381 11.50
\\\‘\\\\“‘{\\““\ }\‘H\‘\\‘M‘\\“\‘\‘\“\\\“.\\\\‘\\\\‘\\\ m/z 71.06 75.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
s000 e
85.0 :
29.0 m/z 43.080  63.96%
‘ 127.0
\\\‘\‘\\\“H\\“‘\\‘M\‘\‘\\\“\\\\‘\‘\\\‘\J\-\S\G‘.O\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59029: Tridecane
57.0
T T \
11.50
5000 m/z 41.00 50.93%
85.0
29.0
| “\‘ o 1180 1410 184.0
I s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59107: Nonane, 2-methyl-5-propyl- T
57.0 11.50
m/z 85.00 43.05%
5000
85.0
=0 1120 1400
m/z--> 20 40 60 80 100 120 140 160 180 11.50

SFAMULMO92321WMA.M Tue Oct 19 06:17:40 2021 Page: 54



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 51 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.

11.645 32.96 ug/L 1010250 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 52
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 43
3 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 43
4 10-Methylnonadecane 282 C20H42 056862-62-5 43
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 38

Abundance Scan 3205 (11.645 min): VU045141.D\data.ms (-3198) (- m/z 57.00 100.00%
57.0

105.0
5000
—r —
11y ‘ JL 60 11.50 12.00
—_— Al A “H‘huw‘“ M?M',u . m/z 105.00  74.39%
miz--> 50 100 150 200 250
Abundance #33085: Decane, 3-methyl-
57.0
5000
11.50 12.00
m/z 71.00 73.00%
126.0
]_\4\0‘\ H‘ ‘h ‘\ ‘!‘ \‘M\ H‘ T T “\ T ’ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
—r -
11.50 12.00
5000 m/z 41.00 51.05%
99.0
L L. ) 1410 1830 2390 296«
el e e
miz--> 50 100 150 200 250
Abundance #45518: Octane, 3,4,5,6-tetramethyl- —— ——
57.0 11.50 12.00
m/z 43.00 49.53%
5000
113.0
2oy L\ T aeso T L
mlz--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 52 (DEL) Alkane: Cyclic11.716 Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
11.716 47.42 ug/L 1453190 1,4-Dichlorobenzene-d4  11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 clon0 001678-93-9 80

2 Cyclohexane, (2-methylpropyl)- 140 C1eH20 001678-98-4 80
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 72
4 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 72
5 Cyclohexane, (2-methylpropyl)- 140 C1leH20 001678-98-4 64

Abundance Scan 3227 (11.716 min): VU045141.D\data.ms (-3218) - m/z 83.00 100.00%

\ . .
55.0 83.0
5000
1401 1150 1200
381 \‘ ‘\ 11\\21 . ' 9
R R L e e e m/z 55.00 82.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000 — ——
11.50 12.00
20.0 140.0 m/z 82.00 63.99%
[ | b o
\\\‘\\\\\\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 60 80 100 120 140 160
Abundance #20727.Cycbhexane,(24netthropyD—
55.0
83.0
== —
11.50 12.00
5000 m/z 41.00 48.82%
27.0 140.0
m/z--> 60 80 100 120 140 160
Abundance #20733.Cydohexane,(24neﬂwuwopy0— T —
55.0 83.0 11.50 12.00
' m/z 69.00 37.82%
- MMNW
27.0
T 1400
| il | .
““““,“‘ et —— —
m/z--> 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\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 53 Benzene, 1,2,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.902 86.66 ug/L 2655790 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
Abundance Scan 3285 (11.902 min): VU045141.D\data.ms (-3271) (- m/z 105.00 100.00%
105.0
5000
43"'0 ' 77‘-0 11.50 12.00
e 998 L 28201418 s 100,00 41.87%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0
5000 = AR I
11.50 12.00
m/z 43.00 14.97%
51.0 77.0
1T ‘2\7\.(\)\“ T \“P\““\‘\ T \‘M‘ T \‘\ T ‘M‘\ \J\.‘ 2\.(\)\ T ‘ LU ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
- 5
11.50 12.00
5000 m/z 57.00 14 .80%
39.0 77.0
150 4 228 Wl de2o
miz--> 20 40 60 80 100 120 140 160
Abundance #10707: Benzene, 1,2,3-trimethyl- e —
105.0 11.50 12.00
m/z 77.00 12.96%
5000
39.0 77.0
‘1‘5"?“1‘““““1‘5‘9"9”‘M‘H““U‘H‘HHH‘HH“ o T
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\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 54 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.005 36.72 ug/L 1125250 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 78
2 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 72
3 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 64
4 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 64
5 Decane, 3-methyl- 156 C11H24 013151-34-3 62

Abundance Scan 3317 (12.005 min): VU045141.D\data.ms (-3310) - m/z 57.00 100.00%

57.0
5000 85.0
RN
07012i3.1 156.1 12.00
sme | L aorol |, 1561 h/; 71.e8  68.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33092: Decane, 3-methyl-
57.0
5000 — ‘
29.0 85.0 12.00
m/z 43.00 53.54%
127.0
\\‘\‘\\\“‘f\\“‘\‘\‘u\“f‘\\\H‘\\\\‘\‘\\\‘\\J-\S\GEO\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33106: Octane, 5-ethyl-2-methyl-
43.0
T
71.0 12.00
5000 m/z 85.00 43.92%
127.0
20 i Lo L8010
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59059: Undecane, 2,9-dimethyl- — !
57.0 12.00
m/z 41.00 43.22%
5000
85.0
29.0 ‘ ‘ 155.0
S Y N N S 7 X -
0 60 80 100 120 140 160 180 12.00

|
m/z--> 20 4
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 55 Benzene, 2-propenyl- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
12.099 22.76 ug/L 697471 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H10 000300-57-2 90
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 90
3 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 83
4 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 80
5 Benzene, 1-propenyl- 118 C9H10 000637-50-3 60

Abundance Scan 3346 (12.099 min): VU045141.D\data.ms (-3336) (-  m/z 117.00 100.00%
117.0

5000

12.00 12.50
m/z 104.95 64.59%

m/z--> 20 40 60 80 100 120 140 160
Abundance #10192: Benzene, 2-propenyl-
117.0
A

5000 o 1 DS
91.0 12.00 12.50

m/z 118.95 61.86%

39.0 65.0
\\\’\\\\“"\\“1\"“i‘\\‘\H’\\M\“‘\\\M‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0

12.00 12.50
5000 m/z 118.00 53.66%
91.0
390 580 ‘
miz--> 20 40 60 80 100 120 140 160
Abundance #10202: Benzene, 1-ethenyl-4-methyl- o ‘J\ . ‘/\
117.0 12.00 12.50
m/z 115.00 36.19%
5000 91.0
39.0 63.0
0, bl b
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 56 (DEL) Alkane: Cyclicl2.327 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
12.327 22.18 ug/L 679760 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1,2-Diethyl cyclopentane 126 C9H18 000932-40-1 60
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 49
3 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 49
4 Carbonic acid, prop-1l-en-2-yl tr... 284 C17H3203 1000382-90-8 46
5 Undecane 156 C11H24 001120-21-4 46
Abundance Scan 3417 (12.327 min): VU045141.D\data.ms (-3413) (- m/z 57.00 100.00%
57.0
97.0
5000
— ——
39 1261 1541 12.00 12.50
0! Pl b e e m/z 43.00 81.01%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13265: trans-1,2-Diethyl cyclopentane
55.0 97.0
5000 = ——
12.00 12.50
m/z 55.00 74.45%
29.0 ‘ 126.0
\\\‘\H\\“‘\\\M“\\7\79‘ H‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160
Abundance #7618: Cyclohexane, 1,1-dimethyl-
97.0
55.0 ‘ T T ‘ T
12.00 12.50
5000 m/z 97.00 73.46%
27.0
miz--> 20 40 60 80 100 120 140 160
Abundance #61055: 1-Octanol, 2-butyl- _— T
57.0 12.00 12.50
m/z 41.00 59.40%
5000
29.0 85.0
11.0
\‘ Jl ‘ H‘ 134.0 154.0
““““ - “H“ “““H““““‘w““ P e
m/z--> 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 57 Benzene, 1-methyl-4-propyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.385 39.36 ug/L 1206340 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 74
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 70
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 38
4 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 38
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 38

Abundance Scan 3435 (12.385 min): VU045141.D\data.ms (-3428) (- m/z 105.00 100.00%

105.0
55.0
5000
125.1
g 83.0 ‘ 1541 12.00 12.50
Obrrr 388l b L L T w2 ss.ee 53.92%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 — —
12.00 12.50
134.0 m/z 69.00 47.12%
51.0 7.0
\\\‘2\7‘\.(\)\“\\‘\.\“1‘\\\m‘\\‘i\“}‘\\‘\“\\\‘\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
— ——
12.00 12.50
5000 m/z 97.00  45.20%
134.0
77.0
< I w1 R RV
m/z--> 20 40 60 80 100 120 140 160
Abundance #17055: Benzene, 1-methyl-4-propyl- _— —
105.0 12.00 12.50
m/z 125.10 30.78%
5000
134.0
39.0 77.0
ST Wl -1 R S Y VN N— s S
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 58 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 55

R.T. EstConc Area Relative to ISTD R.T.
12.472 11.61 ug/L 355847 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 94
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 94
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 94
5 o-Cymene 134 C10H14 000527-84-4 94

Abundance Scan 3462 (12.472 min): VU045141.D\data.ms (-3455) (-  m/z 119.00 100.00%
0

119
5000
91.0
410 710 ‘ ‘ 12.50
el b Ll L AL 134,00 30.83%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
12.50
m/z 91.00 16.98%
15.0 39"0 65.0 91"0 |
. ‘ (R T ‘H il H\‘ 1
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
o
12.50
5000 ITI/Z 105.00 14.40%
91.0 ‘
41.0 65.0
miz--> 0 20 40 60 80 100 120 140 160
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0 12.50
m/z 41.00 10.81%
- Awhj\/ﬂV\/mekvaJ\
91.0
150 0,680 [ ]
" R A m - i
R e R L T L B —r
m/z--> 0 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 59 unknown-04 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.674 42.18 ug/L 1292650 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 46
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 46
3 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 46
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 46
5 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 46

Abundance Scan 3525 (12.674 min): VU045141.D\data.ms (-3515) (-  m/z 117.00 100.00%

117.0
71.0
43.0
5000
210 1410 1704 12.50 13.00
: m/z 71.00 70.41%
miz--> 20 40 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl-
117.0
5000 — e
12.50 13.00
m/z 57.00 69.54%
91.0
39.0 65.0
‘\‘\\\"\\“\‘\“M\‘\\\“\\‘\\‘\\\ ‘\JP\‘\.‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
— —
12.50 13.00
5000 m/z 43.00  60.84%
390 g5g 910
A A (7
miz--> 20 40 60 80 100 120 140 160
Abundance #45501: Decane, 3,7-dimethyl- — —
43.0 12.50 13.00
710 m/z 41.60  40.29%
127.0
- Sl L me e e .
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 60 (DEL) Alkane: Cyclic12.931 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.931 68.19 ug/L 2089880 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 68
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 68
3 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 62
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 58
5 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 53

Abundance Scan 3605 (12.931 min): VU045141.D\data.ms (-3595) (- m/z 83.00 100.00%

e
55.0 83.0
5000
——
1110 154.1 13.00
36 | 11t .
01 e m/z 55.00 83.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0
5000 N
13.00
m/z 82.00 66.40%
29.0 ‘ 154.0
\\\‘\‘\‘\\““\\\“!“\‘}H\\“1\\\“]\-]\-]\“\0‘]\_\3%.\0‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #31430: Cyclohexane, pentyl-
53.0 83.0
——
13.00
5000 ITI/Z 41.00 54.01%
29.0 154.0
SN 1 O T N
miz--> 20 40 60 80 100 120 140 160
Abundance  #13292: Cyclopentane, 1-methyl-3-(1-methylethyl)- P
55.0 13.00
m/z 69.00 41.63%
83.0
5000
27.0 ‘ 111.0
‘H‘““H‘i“u““‘H‘MH“HH‘HH‘HH‘HH ——
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 61 1-Methyldecahydronaphthalene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.050 58.91 ug/L 1805530 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 95
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 92
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 51
4 Spiro[5.5]undecane 152 C11H20 000180-43-8 38
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 38

Abundance Scan 3642 (13.050 min): VU045141.D\data.ms (-3624) (- m/z 57.00 100.00%
57.0
5000 85.0 152.0
39/0 L ‘
‘ 100.0127.1 13.00
0! A e 10 s 43,00 97.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29497: 1-Methyldecahydronaphthalene
41.0 67.0
950 152.0
5000 —
13.00
m/z 41.00 76.57%
h 123.0
}\‘\H\‘\\‘\\‘u\\\“\\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0 67.0
950 152.0 R I
13.00
5000 m/z 71.00 56.23%
h 123.0
e e e
miz--> 20 40 60 80 100 120 140 160
Abundance #45487: Undecane, 2-methyl- T
43.0 13.00
m/z 55.00 50.50%
71.0
5000
99.0 127.0
155.0
%@?JJH\M‘WH‘N1WWu‘ﬂ“u‘_w“_““u“ —
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 62 (DEL) Alkane: Straight-Chai... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
13.137 12.68 ug/L 388692 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 86
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 78
3 5-Ethyldecane 170 C12H26 017302-36-2 52
4 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 50
5 Heptane, 2,2,3,3,5,6,6-heptamethyl- 198 C14H30 007225-67-4 43

Abundance Scan 3669 (13.137 min): VU045141.D\data.ms (-3664) (- m/z 57.00 100.00%
57.0

B

5000 85.0
133.0
| | | 111.0 ‘ H152'1 1770 13.00 13.50
\\\‘\\\\“\\\H“\‘\‘\\‘HM‘\\M‘\\\\‘\\\\‘\\}\‘\\\\’.\ m/z 71.06 49.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45490: Undecane, 3-methyl-
57.0
5000 — 1
85.0 13.00 13.50
29.0 m/z 43.00 48.49%
141.0
\ b ) 1120 170.0
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 20 60 80 100 120 140 160 180
Abundance #45498: Undecane, 3-methyl-
57.0
—— —
13.00 13.50
5000 m/z 85.00 47.20%
85.0
29.0
“ “‘ I (1120 1410 4900
H““H“““‘“_““H““H““H““w‘
m/z--> 20 60 80 100 120 140 160 180
Abundance #45482: 5-Ethyldecane T —
57.0 13.00 13.50
m/z 41.00 45.19%
5000
820 140.0
112.0 :
b L BEe T amo S
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 63 2-Methyl-7-exo-vinylbicyclo... Concentration Rank 72
R.T. EstConc Area Relative to ISTD R.T.
13.356 6.29 ug/L 192758 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-7-exo-vinylbicyclo[4.2.... 148 C11H16 107914-89-6 64
2 Benzene, pentyl- 148 C11H16 000538-68-1 38
3 6,6-DIMETHYL-2-VINYLBICYCLO[3.1.... 148 C11H16 000473-00-7 27
4 2-TIsopropylbenzaldehyde 148 C10H120 006502-22-3 25
5 8,9-Dehydrothymol 148 C10H120 018612-99-2 25
Abundance Scan 3737 (13.356 min): VU045141.D\data.ms (-3732) (-  m/z 105.00 100.00%
105.0
5000 430 148.0
85.0
— —
‘ % AZSJ 167.1 13.00 13.50
‘H““wu““M“WW“M WP b VS m/z 91.60  72.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26432: 2-Methyl-7-exo-vinylbicyclo[4.2.0]oct-1(2)-ene
91.0
5000 — —
148.0 13.00 13.50
41.0 650 1190 m/z 148.00  50.40%
\\\‘\}
miz--> 80 100 120 140 160 180
Abundance #26343.Benzene,penWL
91.0
13.00 13.50
5000 m/z 92.00 45.84%
148.0
410 650 ‘
NIV BN Y A N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26424: 6,6-DIMETHYL-2-VINYLBICYCLO[3.1.1]HEPT-Z — —
105.0 13.00 13.50
m/z 43.00 42.26%
5000
40.0 79.0 133.0
m“w“ uH‘H‘mu‘uJ‘w_H“_lw_wm ELAS Sa
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 64 o-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.452 85.43 ug/L 2618160 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 76
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 70
3 p-Cymene 134 C1leH14 000099-87-6 70
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 70
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 70

Abundance Scan 3767 (13.452 min): VU045141.D\data.ms (-3756) (-  m/z 119.00 100.00%

119.0
5000
91.0 o
39.0 65.0 13.50
S [ TN P O 400 1661 /7 117.00  45.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16991: 0-Cymene
119.0
5000 N
91.0 13.50
m/z 134.00 43.16%
390 650
\:L\E)\(‘)\‘\\\“‘\\“\\“‘\‘\\\‘\\‘}‘\‘W\\‘H\\\‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
13.50
5000 ITI/Z 91.00 21.94%
91.0
S .- PR N S
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16995: p-Cymene —
119.0 13.50
m/z 115.00  16.89%
5000
91.0
4ﬁ0 65.0 I
| 1l Ly T
R R e B B —
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 65 (DEL) Alkane: Straight-Chai... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
13.591 16.94 ug/L 519008 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 96
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 95
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 87
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 70
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 70

Abundance Scan 3810 (13.590 min): VU045141.D\data.ms (-3803) (- m/z 57.00 100.00%
57.

0
5000
: 13.50 |
133.0 :
e 3 _‘;”;7‘9‘-"‘e“"‘U‘_Hh,mlﬁz"‘l“lﬁ“:l‘ m/z 71.00  43.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 — :
13.50
m/z 43.00 41.96%
29.0 “ 98.0
\\‘\‘H\\“‘\\\‘\“\\“7\9‘.9\\\“‘\\1‘\‘\\\1\4"1\.\0\\‘\\\?“8\4-\()\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
T \
13.50
5000 ITI/Z 41.00 27.94%
Ll e TP im0 aes0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl- ——
57.0 13.50
m/z 56.00 15.65%
5000
29.0
L TR 1550 g L
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
: VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 66 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.626 36.50 ug/L 1118480 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 78
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 70
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 60
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 55
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 53

Abundance Scan 3821 (13.626 min): VU045141.D\data.ms (-3817) (- m/z 104.00 100.00%

104.0
5000 55.0 132.0
83.0 Jn e
‘ 168.1 13.50 14.00
L ‘ T \\3?\‘D\ \“‘\“1 “H\“\ \M}H‘H} \‘} “‘ m/z 97'06 61'99%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000 — e
13.50 14.00
m/z 132.00 45.36%
270 , 210 780
\\\‘\ ‘ \“} T \““\ \L\“‘H‘\ \H}H“ T \‘} T ‘M\ \M‘ \‘1“‘\‘\ ‘ L ‘ L
miz-> 20 40 60 80 100 120 140 160
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0 AAAJK
P A
13.50 14.00
m/z 91.00 44 .17%
5000 1320 /
78.0
28.0 510 ‘ ‘
‘H“‘W;‘M‘Wuqm‘u”,‘M“M“J‘HMM“““‘H‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro- — —
104.0 13.50 14.00
m/z 55.00 42.64%
- T W
51.0 78.0
S O U T I Y S .
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_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 67 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
13.735 8.04 ug/L 246356 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 95
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 86
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70
4 Benzene, (3-methyl-2-butenyl)- 146 C1l1H14 004489-84-3 70
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 70

Abundance Scan 3855 (13.735 min): VU045141.D\data.ms (-3847) (-  m/z 130.95 100.00%

130.9 ' '
5000
A —
13.50 14.00
m/z 133.00 43.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2-dimethyl- 1 -propenyl)-
131.
5000 91.0 T AL
13.50 14.00
39.0 m/z 146.00 37.77%
’ 65.0
\’\\\\‘H\\‘m \‘}\\‘\\}\“H “‘\M\‘\“\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 M
s —5
13.50 14.00
5000 ITI/Z 55.00 35.67%
390 91.0
0 630 ‘
S D N P m_wél‘o M‘m“m_m_”
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25011: Benzene, (3-methyl-2-butenyl)- P ——
131.0 13.50 14.00
m/z 83.00 30.95%
91.0
5000
41.0 65.0
SRR NSTPRNPASY A T -1 " A N (b e i
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 68 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
13.787 8.07 ug/L 247388 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
3 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 91
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91

Abundance Scan 3871 (13.787 min): VU045141.D\data.ms (-3864) (-  m/z 131.00 100.00%

131.0
5000
91.0 ‘ 13.50 14.00
64.2 . .
ob 288 i L “M i S 16312070 u; 146.00  24.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 A e A
13.50 14.00
m/z 129.00 16.59%
39.0 ggg 910 |
\‘\‘\\\“‘\\“\‘\‘w\‘\\“\\‘\\“\‘\\1‘\‘“‘!\‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
= —
13.50 14.00
5000 m/z 115.00  16.41%
91.0
390 630 ‘
W‘;w “‘H \““\“‘U\H“‘\H\“‘\‘H‘U‘\‘M\HMH\‘\H\‘\H\‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl- — —
131.0 13.50 14.00
m/z 91.00 13.90%
5000
91.0
51.0
\‘2\7\'\0\“\\‘h“l‘\u“mm‘HHH‘HM\‘\‘H\‘HH‘HH‘HH P e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 69 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 71
R.T. EstConc Area Relative to ISTD R.T.

13.841 6.70 ug/L 205191 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 89
2 Benzene, (2-chloro-2-butenyl)- 166 C1oH11Cl 054411-12-0 83
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 76
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 76
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 76

Abundance Scan 3888 (13.841 min): VU045141.D\data.ms (-3882) (-  m/z 131.00 100.00%

131.0
5000
300 650 | ‘ 160.1 13.50 14.00
b Mu ST ‘ hat82l m/z 133,00 46.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 e St
13.50 14.00
m/z 146.05 34.28%
39.0 63.0 91.0 l ‘
\\\‘\‘\\\“\\‘\\‘m\‘\\“\\\\‘\\\ED‘\M\‘}‘I\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41054: Benzene, (2-chloro-2-butenyl)-
131.0
e S
13.50 14.00
5000 010 m/z 115.00  22.45%
27.0 51.0 ‘ 166.0
S/ I T I N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- 4 —7
131.0 13.50 14.00
m/z 91.00 17.04%
5000
390 91.0
0 630 ‘
‘H‘“m““““1““””“‘HH‘H‘MD M\‘M\\\‘\\\\‘\\\ P e
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 70 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
13.947 11.06 ug/L 338978 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 81
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C1l1H14 027087-54-3 76
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 76
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 74

Abundance Scan 3921 (13.947 min): VU045141.D\data.ms (-3915) (-  m/z 131.00 100.00%

131.0 ' '
5000
64.3 1.0 ‘14‘00‘
41.0 109. ‘ ‘ .
TSI TN ‘ ik ol BEC L1781 133 00 24.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 T
14.00
m/z 146.00 23.02%
39.0 gag9 910 J‘
\‘\‘\\\“‘\\“\‘\“H\\\‘\\‘\\‘\1\3‘ !\‘\\\'\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
—L
14.00
5000 ITI/Z 115.00 17.60%
91.0
210 | 51‘0 1r2.0 112‘40 il
N T L A
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #25064: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl- P
131.0 14.00
m/z 91.00 15.50%
5000
91.0
39.0 ‘
63.0
W‘L"““N‘ﬂh‘Jn‘wl‘wméﬂg‘ﬂd"N‘H““““ —
m/z--> 20 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 71 Azulene Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.
14.089 7.33 ug/L 224764  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 94
2 Azulene 128 C1OH8 000275-51-4 87
3 Azulene 128 C10HS8 000275-51-4 87
4 Azulene 128 C10HS8 000275-51-4 87
5 Naphthalene 128 C10H8 000091-20-3 87

Abundance Scan 3965 (14.089 min): VU045141.D\data.ms (-3960) (-  m/z 128.00 100.00%

128.0
5000
L \
39P 57"0 75.0 102.0 14.00
‘_HuJuwhm‘l“wm”wMHH“M“}f‘?‘:q‘lﬁgﬁw m/z 57.00  15.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13686: Naphthalene
128.0
5000 = i
14.00
m/z 43.00 14.47%
5]\"0 I 750 10\2.0 M
\‘\\\\‘\\‘\\‘\\\H}h‘\\\\“\\\\‘\ \\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: Azulene
128.0
T \
14.00
5000 ITI/Z 127.00 13.05%
510 4o 1020
20 e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13680: Azulene —T I
128.0 14.00
m/z 129.00 9.76%
5000
51.0 740 102.0
S T s Y N I v
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 72 Sulfurous acid, 2-ethylhexy... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
14.188 12.92 ug/L 396034 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 52
2 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 50
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 50
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 50
5 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 47

Abundance Scan 3996 (14.189 min): VU045141.D\data.ms (-3987) - m/z 57.00 100.00%
57.0

10401330 —— ——
14.00 14.50
162.1
ww\‘m‘W”w‘J“Hw‘u”mM“_wmWl‘?’ﬁ?",ww,uw m/z 71.00 81.73%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
5000 — -
14.00 14.50
m/z 43.00 55.66%
113.0
200) |4 |, ]
\‘\‘\‘\\“‘f”!“}\M\‘H\\‘\\1\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\’H\\‘\\\\’H\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59070: Undecane, 6,6-dimethyl-
57.0
— —
14.00 14.50
5000 ITI/Z 41.00 36.61%
113.0
20| |
1! Ll
et e e e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- —— —
57.0 14.00 14.50
m/z 104.00 24.11%
5000
27l 113.0
O L bl 15401830 as300p
wH‘WHH‘HHM‘H_Hw‘HWH‘WHH‘HHM‘HMHW‘HWH‘WH — —=
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 73 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
14.671 11.01 ug/L 337504 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 81
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 76
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 70
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 68
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 68
Abundance Scan 4146 (14.671 min): VU045141.D\data.ms (-4136) (-  m/z 131.00 100.00%
131.0
5000
91.0 s e
55.0 ‘ 160.L o 14.50 15.00
0 w‘hww‘w‘p“%9§9 m/z 133.00  31.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000 e At

14.50 15.00
91.0 m/z 146.00 30.48%

180 99830 | 4 |
\\\\‘\‘\\\“\\“”\“m\\\"\\\\“‘1‘\\1‘\‘U‘!\‘\H\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
L

P
14.50 15.00
5000 ITI/Z 145.00 23.57%
39.0 63.0 91.0 ‘ ‘
‘“‘_M‘ﬂ_‘W‘HWMJ,H‘“‘H%‘MM“NH““H“‘H““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- e —
131.0 14.50 15.00
m/z 114.95 22.49%
5000 91.0
39.0
S o WA O AR e LB
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 75 Naphthalene, 2-methyl- Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
15.224  13.53 ug/L 414577  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 97
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 C11H1e0 000091-57-6 96
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 95

Abundance Scan 4318 (15.224 min): VU045141.D\data.ms (-4305) (-  m/z 141.95 100.00%

141.9
5000
115.0
509 7099 0 1500 1550
et SEO 17611962 0 140 95 86.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 1
115.0 15. 00 15 50
m/z 115.0 33.44%
510 710 910 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22148: Naphthalene, 2-methyl-
142.0
15 00 15 50
5000 m/z 143.00  11.04%
115.0
39.0 71.0
SR SR P~ WS | N ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl- “ka“‘ ‘ —
142.0 15.00 15.50
m/z 138.95 10.89%
5000 115.0
39.0 959 890 |
1l el Ll
R R e =
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 76 Naphthalene, 1-methyl- Concentration Rank 75
R.T. EstConc Area Relative to ISTD R.T.
15.410 5.41 ug/L 165938 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 97
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 97
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 96
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 95

Abundance Scan 4376 (15.410 min): VU045141.D\data.ms (-4369) (- m/z 142.00 100.00%

142.0
5000
115.0
38.9 71.0 15 50
o 920 4 1l 1630 2069 ) 141,00 91.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22148: Naphthalene, 2-methyl-
142.0
5000
15 50
115.0 m/z 115.00  34.95%
39.0 71.0
‘\\\\“\\H\\“‘\\“\H\‘\9\2\9‘\\\\‘\\\\“‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
15 50
5000 m/z 139.00  12.31%
115.0
500 10 92,0 I
e N R ERR R RS RRERRAR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl- TR
142.0 15.50
m/z 143.00 12.11%
5000
115.0
39.0 936 890 I

m/z--> 20 40 60 80 100 120 140 160 180 200 15 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100521\
Data File : VU@45141.D

Acqg On : 05 Oct 2021 13:47

Operator : SY/MD

Sample : M4000-09DL 10X

Misc : 5.08g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S.. 3.083 8.3 ug/L 115576 1 6.253 695677 50.0
(DEL) Alkane: S.. 3.700 21.4 ug/L 297606 1 6.253 695677 50.0
(DEL) Alkane: C.. 4.533 16.5 ug/L 229388 1 6.253 695677 50.0
(DEL) Alkane: S.. 5.594 28.2 ug/L 392334 1 6.253 695677 50.0
(DEL) Alkane: C.. 5.851 16.8 ug/L 233357 1 6.253 695677 50.0
(DEL) Alkane: C.. 5.925 10.8 ug/L 149982 1 6.253 695677 50.0
(DEL) Alkane: C.. 5.993 28.7 ug/L 399739 1 6.253 695677 50.0
(DEL) Alkane: S.. 6.137 87.0 ug/L 1210850 1 6.253 695677 50.0
(DEL) Alkane: C.. 6.983 15.8 ug/L 219276 1 6.253 695677 50.0
(DEL) Alkane: C.. 7.076 23.1 ug/L 321234 1 6.253 695677 50.0
(DEL) Alkane: C.. 7.237 30.0 ug/L 417559 1 6.253 695677 50.0
Cyclopentene, 1.. 7.401 10.6 ug/L 146984 1 6.253 695677 50.0
(DEL) Alkane: S.. 7.501 81.0 ug/L 1126470 1 6.253 695677 50.0
(DEL) Alkane: S... 7.661 35.8 ug/L 498728 1 6.253 695677 50.0
Cyclohexene, 1-... 7.761 18.1 ug/L 252391 1 6.253 695677 50.0
(DEL) Alkane: C... 8.025 18.2 ug/L 294863 2 9.420 808325 50.0
(DEL) Alkane: C... 8.243 57.8 ug/L 934499 2 9.420 808325 50.0
(DEL) Alkane: C... 8.372 19.6 ug/L 317604 2 9.420 808325 50.0
1,3-Dimethyl-1-... 8.414 11.5 ug/L 185257 2 9.420 808325 50.0
Oxalic acid, is... 8.539 12.9 ug/L 209180 2 9.420 808325 50.0
(DEL) Alkane: S... 8.761 19.1 ug/L 309222 2 9.420 808325 50.0
(DEL) Alkane: C... 8.806 24.1 ug/L 389904 2 9.420 808325 50.0
(DEL) Alkane: C... 8.867 50.3 ug/L 812848 2 9.420 808325 50.0
(DEL) Alkane: C... 8.928 69.1 ug/L 1116940 2 9.420 808325 50.0
(DEL) Alkane: S... 9.073 41.9 ug/L 676824 2 9.420 808325 50.0
(DEL) Alkane: S... 9.124 25.5 ug/L 412728 2 9.420 808325 50.0
(DEL) Alkane: C... 9.169 50.4 ug/L 814627 2 9.420 808325 50.0
(DEL) Alkane: S... 9.214 101.7 ug/L 1643670 2 9.420 808325 50.0
(DEL) Alkane: S... 9.337 117.9 ug/L 1906620 2 9.420 808325 50.0
unknown-01 9.481 8.3 ug/L 134013 2 9.420 808325 50.0
(DEL) Alkane: S... 9.748 103.2 ug/L 1669020 2 9.420 808325 50.0
(DEL) Alkane: C... 9.880 30.2 ug/L 488015 2 9.420 808325 50.0
unknown-02 9.957 10.3 ug/L 167144 2 9.420 808325 50.0
(DEL) Alkane: C... 10.031 93.4 ug/L 1509390 2 9.420 808325 50.0
(DEL) Alkane: S... 10.253 194.3 ug/L 3141680 2 9.420 808325 50.0
Cyclohexanone, 10.359 84.9 ug/L 1372370 2 9.420 808325 50.0
(DEL) Alkane: S... 10.395 87.3 ug/L 1410790 2 9.420 808325 50.0
(DEL) Alkane: S... 10.562 66.7 ug/L 1078720 2 9.420 808325 50.0
(DEL) Alkane: S... 10.626 50.1 wug/L 1536100 3 11.816 1532320 50.0
1H-Indene, octa... 10.700 6.1 ug/L 186720 3 11.816 1532320 50.0
(DEL) Alkane: S... 10.813 34.7 ug/L 1063810 3 11.816 1532320 50.0
Benzene, propyl- 10.909 7.3 ug/L 223971 3 11.816 1532320 50.0
unknown-03 10.951 7.7 ug/L 235010 3 11.816 1532320 50.0
Benzene, 1l-ethy... 11.002 44.4 ug/L 1360530 3 11.816 1532320 50.0
(DEL) Alkane: C... 11.192 6.2 ug/L 190103 3 11.816 1532320 50.0
(DEL) Alkane: S... 11.246 6.8 ug/L 208125 3 11.816 1532320 50.0
Benzene, 1l-ethy... 11.295 45.1 ug/L 1383720 3 11.816 1532320 50.0
(DEL) Alkane: S... 11.378 12.1 ug/L 370882 3 11.816 1532320 50.0
(DEL) Alkane: S.. 11.417 55.4 ug/L 1697170 3 11.816 1532320 50.0
(DEL) Alkane: S.. 11.575 6.8 ug/L 207180 3 11.816 1532320 50.0
(DEL) Alkane: S.. 11.645 33.0 ug/L 1010250 3 11.816 1532320 50.0
(DEL) Alkane: C.. 11.716 47.4 ug/L 1453190 3 11.816 1532320 50.0
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Benzene, 1,2,3-...
(DEL) Alkane: S...
Benzene, 2-prop...
(DEL) Alkane: C...
Benzene, 1-meth...
Benzene, 2-ethy...

unknown-04

(DEL) Alkane: C...
1-Methyldecahyd...
(DEL) Alkane: S...
2-Methyl-7-exo-...

o-Cymene

(DEL) Alkane: S...
Naphthalene, 1,...
Benzene, (1,2-d...
1H-Indene, 2,3-...
1H-Indene, 2,3-...
1H-Indene, 2,3-...

Azulene

Sulfurous acid,...
Naphthalene, 1,...
Naphthalene, 2-...
Naphthalene, 1-...

11

12

12

13

13

13

13

13

15

.902
12.
.099
12.
12.
12.
.674
12.
.050
13.
13.
.452
13.
13.
.735
.787
13.
.947
14.
14.
14.
15.
.410

005

327
385
472

931

137
356

591
626

841

289
188
671
224

86.
36.
22.
22.
39.
11.
42.
68.
58.
12.

85.
16.
36.

11.

12.
11.
13.

PUOCVWERPRNRPOUVOPRAWNUOUOUNMNNOPRAENOOSNN

ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L

2655790
1125250
697471
679760
1206340
355847
1292650
2089880
1805530
388692
192758
2618160
519008
1118480
246356
247388
205191
338978
224764
396034
337504
414577
165938
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11.
11.
.816
11.
11.
11.
.816
11.
11.
11.
.816
11.
11.
11.
.816
11.
11.
11.
.816
11.
11.
11.
.816

11

11

11

11

11

11

816
816

816
816
816

816
816
816

816
816
816

816
816
816

816
816
816

1532320
1532320
1532320
1532320
1532320
1532320
1532320
1532320
1532320
1532320
1532320
1532320
1532320
1532320
1532320
1532320
1532320
1532320
1532320
1532320
1532320
1532320
1532320

50.
50.
50.
50.
50.
50.
50.
50.
50.
50.
50.
50.
50.
50.
50.
50.
50.
50.
50.
50.
50.
50.
50.
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