LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0emL/MSVOA_V/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO81621WMA.M
Title : VOC Analysis

Signal : TIC: VV@21951.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.304 74 82 100 rBV 153353 166571 11.62% 0©.574%
2 1.539 149 155 168 rVB 127868 152643 10.65% 0.526%
3 2.098 318 329 346 rBV 266080 397733 27.75% 1.371%
4 2.519 442 460 472 rBV4 34181 78320 5.46% 0.270%
5 2.751 518 532 550 rBV 22523 46009 3.21% ©0.159%
6 3.031 604 619 637 rBV 47707 96480 6.73% ©.332%
7 3.754 829 844 865 rVB2 39047 98612 6.88% 0.340%
8 3.876 871 882 916 rBV 110597 286458 19.99% 0.987%
9 4.346 1011 1028 1054 rBV 196553 523686 36.54% 1.805%
10 4.667 1111 1128 1144 rVV5 112849 283837 19.80% 0.978%
11 4.761 1144 1157 1185 rVB4 35447 99617 6.95% 0.343%
12 4,905 1185 1202 1229 rBvV2 141260 390239 27.23% 1.345%
13 5.043 1229 1245 1271 rVV2 536605 1339786 93.47% 4.617%
14 5.175 1272 1286 1297 rVV4 86132 208234 14.53% 0.718%
15 5.249 1298 1309 1320 rVV3 72918 174208 12.15% 0.600%
16 5.320 1320 1331 1349 rVV2 124844 290881 20.29% 1.002%
17 5.490 1369 1384 1404 rBV2 26703 58448 4.08% 0.201%
18 5.616 1410 1423 1461 rBV 473624 1044132 72.85% 3.598%
19 5.905 1502 1513 1520 rBV 24573 51421 3.59% 0.177%
20 6.069 1551 1564 1572 rBV 297295 620473 43.29% 2.138%
21  6.127 1573 1582 1596 rVV3 459205 1043128 72.78%  3.595%
22 6.198 1597 1604 1613 rVV3 33905 63508 4.43% 0.219%
23 6.256 1613 1622 1642 rVB3 43396 90267 6.30% 0.311%
24  6.362 1643 1655 1669 rBvV2 80249 152872 10.67% ©.527%
25 6.461 1672 1686 1702 rVB3 113951 238716 16.65% ©0.823%
26 6.571 1702 1720 1726 rBV10 13536 40070 2.80% 0.138%
27 6.629 1727 1738 1765 rVB4 128863 291718 20.35% 1.005%
28 6.805 1785 1793 1798 rBV 31867 53575 3.74% 0.185%
29 6.918 1819 1828 1835 rBV 252147 408074 28.47% 1.406%
30 6.960 1836 1841 1843 rVV2 90498 110708 7.72% 0.381%
31 6.986 1844 1849 1860 rVB 190003 305421 21.31% 1.052%
32 7.079 1869 1878 1896 rVB 164034 310958 21.69% 1.072%
33 7.169 1896 1906 1921 rVB6 70029 157690 11.00% 0.543%
34 7.265 1921 1936 1943 rBV2 370882 731323 51.02%  2.520%
35 7.313 1943 1951 1970 rVB 703759 1329716 92.77%  4.582%

36 7.442 1981 1991 1998 rBv4 105536 188570 13.16% ©.650%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0emL/MSVOA_V/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO81621WMA.M
Title : VOC Analysis
37 7.484 1999 2004 2007 rVV2 61786 83078 5.80% 0.286%
38 7.516 2008 2014 2026 rVB 127698 222389 15.52% 0.766%
39 7.590 2026 2037 2040 rBV4 41465 64596 4.51% 0.223%
40 7.625 2041 2048 2050 rVWW 107190 140369 9.79% 0.484%
41  7.658 2051 2058 2078 rVB2 278040 538317 37.56% 1.855%
42 7.789 2078 2099 2108 rBV 134193 282126 19.68% 0.972%
43 7.844 2108 2116 2128 rBv4 77256 138655 9.67% 0.478%
44  7.976 2149 2157 2167 rVB4 44610 74454  5.19% 0.257%
45  8.088 2180 2192 2204 rBV3 492544 906158 63.22%  3.123%
46 8.233 2224 2237 2246 rVB5 146269 325638 22.72% 1.122%
47  8.291 2246 2255 2264 rBV 302223 473758 33.05% 1.633%
48  8.352 2264 2274 2284 rBV2 258555 455109 31.75% 1.568%
49 8.510 2311 2323 2334 rBV4 146546 282213 19.69% 0.972%
50 8.574 2334 2343 2344 rBV2 102702 117285 8.18% 0.404%
51 8.667 2364 2372 2383 rVB3 251061 394195 27.50%  1.358%
52 8.722 2384 2389 2396 rVB3 31622 41294 2.88% 0.142%
53 8.789 2397 2410 2420 rVB 280596 471186 32.87% 1.624%
54  8.854 2420 2430 2441 rBV 701846 1111883 77.57% 3.831%
55 8.995 2469 2474 2482 rVB4 31885 45404 3.17% 0.156%
56 9.104 2496 2508 2516 rBV6 130943 290866 20.29% 1.002%
57 9.156 2517 2524 2531 rVW 167089 272356 19.00% 0.939%
58 9.201 2531 2538 2562 rVvB6 112233 326825 22.80% 1.126%
59 9.320 2564 2575 2595 rBV6 70693 172148 12.01% 0.593%
60 9.413 2596 2604 2608 rBv4 25460 39717 2.77% 0.137%
61 9.474 2610 2623 2642 rVB5 193010 434293 30.30% 1.497%
62 9.580 2642 2656 2668 rBV7 67198 172357 12.02% 0.594%
63 9.712 2679 2697 2712 rBV5 321070 700939 48.90% 2.415%
64 9.802 2716 2725 2735 rVV5 260946 541416 37.77% 1.866%
65 9.850 2736 2740 2753 rVB 119441 183852 12.83% 0.634%
66 9.928 2754 2764 2771 rBv4 46049 100466 7.01% 0.346%
67 10.018 2786 2792 2800 rVV6 66098 87993 6.14% 0.303%
68 10.088 2801 2814 2819 rVV4 143783 273651 19.09% 0.943%
69 10.120 2819 2824 2837 rVB4 167770 285986 19.95% 0.985%
70 10.220 2840 2855 2873 rBV2 551968 1093596 76.30% 3.768%
71 10.358 2892 2898 2902 rBV 30747 41896 2.92% 0.144%
72 10.455 2921 2928 2937 rBV7 35877 63446 4.43% 0.219%
73 10.513 2938 2946 2957 rBvV2 131410 212346 14.81% 0.732%
74 10.738 3008 3016 3025 rBV3 76862 128130 8.94% 0.442%
75 10.882 3053 3061 3070 rBV3 128894 212979 14.86% 0.734%
76 11.037 3102 3109 3112 rBV4 29700 41598 2.90% 0.143%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0emL/MSVOA_V/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO81621WMA.M
Title : VOC Analysis
77 11.156 3138 3146 3154 rBV2 132049 216394 15.10% 0.746%
78 11.249 3166 3175 3186 rBV 865224 1313535 91.64% 4.526%
79 11.339 3197 3203 3208 rBV2 45480 60358 4.21% 0.208%
80 11.374 3209 3214 3223 rVB2 71218 95207 6.64% 0.328%
81 11.464 3236 3242 3252 rVB4 69352 102689 7.16% 0.354%
82 11.548 3256 3268 3279 rVVv4 78663 190071 13.26% 0.655%
83 11.625 3280 3292 3310 rVB 817897 1433328 100.00% 4.939%
84 12.017 3408 3414 3435 rVB 148055 271214 18.92%  0.935%
85 12.120 3436 3446 3452 rBV 123620 210743 14.70% 0.726%
86 12.262 3478 3490 3498 rBV8 63766 128082 8.94% 0.441%
87 12.371 3515 3524 3530 rBV3 84198 140125 9.78% 0.483%
88 12.471 3547 3555 3562 rBV6 53318 89519 6.25% ©.308%
89 12.551 3573 3580 3587 rBV3 56168 79625 5.56% 0.274%
90 12.590 3587 3592 3602 rVV3 30780 39997 2.79% 0.138%
91 12.728 3628 3635 3650 rVB2 66190 116040 8.10% 0.400%
92 12.882 3667 3683 3693 rBV3 183155 348274 24.30% 1.200%
93 13.043 3726 3733 3744 rVV4 43229 79608 5.55% 0.274%
94 13.217 3779 3787 3795 rVB 57728 86655 6.05% ©.299%
95 13.271 3796 3804 3811 rBV3 44013 66282 4.62% 0.228%
96 13.371 3829 3835 3841 rBV 33266 37549 2.62% 0.129%
97 13.480 3860 3869 3872 rBV7 20321 33378 2.33% 0.115%
98 13.548 3885 3890 3905 rVB4 23064 40323 2.81% ©0.139%
99 13.915 3998 4004 4017 rVB2 16718 31085 2.17% 0.107%
100 14.091 4051 4059 4070 rBV6 20337 40644 2.84% 0.140%
Sum of corrected areas: 29019790
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV021951.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 2-Ethyl-oxetane Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
3.031 4.62 ug/L 96480 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 86
2 n-Hexane 86 C6H14 000110-54-3 80
3 n-Hexane 86 Ce6H14 000110-54-3 78
4 n-Hexane 86 C6H14 000110-54-3 72
5 n-Hexane 86 C6H14 000110-54-3 72

Abundance Scan 619 (3.031 min): VV021951.D\data.ms (-604) (-) m/z 57.00 100.00%

57.0
41.0
5000
86.1 R RE R RRREEEEEEE
‘ 711 ‘ 2.80 3.00 3.20 3.40
O et el m/z 41.00 67.51%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0

5000 \\\\‘\\\\‘\\\\‘\\\\’\\\
2.80 3.00 3.20 3.40
29.0 86.0 m/z 43.08  56.26%
71.0
15.0 ‘ ‘
O\\‘\\\\‘\\\"\\\\’\\\\“\‘\‘1’\\\\1‘\\\\’\\‘\‘\‘\\\
miz--> 10 60 70 80 90
Abundance #2041. n-Hexane
57.0
“H‘H‘w“u‘u‘w‘u
43.0 2.80 3.00 3.20 3.40
5000 m/z 56.00 51.77%
86.0
71.0
0 SN ] RCSSERSSI | ESSUSERE MMBSIR AN
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane R e
41.0 57.0 2.80 3.00 3.20 3.40

m/z 42.00 34.40%

29.0
5000
86.0
15‘ .0 71.0
| | AA

m/z--> 10 20 30 40 60 70 80 90 2.80 3.00 3.20 3.40

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic3.754 Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
3.754 4.72 ug/L 98612 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclohexane 84 C6H12 000110-82-7 86
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
4 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80
5 Cyclohexane 84 C6H12 000110-82-7 78
Abundance Scan 844 (3.754 min): VV021951.D\data.ms (-829) (-) m/z 56.00 100.00%
56.0
5000 41.0 69.0 A/\A
e R R RARRE
“ ‘ 84.1 3.40 3.60 3.80 4.00
0 “w“‘w“w“w“u“_h‘quwu“mwiw“_j“_‘ m/z 40.95 44.12%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 \‘\\\\‘\\\\‘\\\\’\\\\‘\

3.40 3.60 3.80 4.00
28.0

m/z 69.00 43.93%
“ ‘ 84.0
O\\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\u\‘\\\‘1“\\\\‘\!\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1645: Cyclohexane
56.0
410 840 w\\\\‘\\\\‘\\\\’\\\\‘\
340360380400
27.0
69.0
5 Al |
0 ‘H“H“H“_“w“ul‘u‘w” Lt
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0 3.40 3.60 3.80 4.00

m/z 42.00 21.64%

41.0
5000
69.0
270
‘ 84.0
15.0
1.0
0 ‘H“H“Hu‘_“w“u‘ﬂu“m ‘_‘uu“u“w“‘

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_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
4.761 4.77 ug/L 99617 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 64
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 46
5 Heptane 100 C7H16 000142-82-5 43
Abundance Scan 1157 (4.761 min): VV021951.D\data.ms (-1144) (-) m/z 56.00 100.00%
56.0
43.0
5000 71.0
“H‘W‘H‘,H‘W‘H“
H ‘ ‘ ?50 100.0 4.40 4.60 4.80 5.00
O e e e ey m/z 43.00 72.36%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
5000
29.0 71.0 4.40 4.60 4.80 5.00
m/z 57.00 65.66%
: LI I
\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’\\ \‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
“H‘W‘H‘,H‘W‘H“
4.40 4.60 4.80 5.00
m/z 41.00 57.02%
5000 71.0
29.0
L0 1000
O e e e e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4478: Pentane, 2,3-dimethyl- PR R
43.0 56.0 4.40 4.60 4.80 5.00
m/z 71.00 42.27%
71.0
ol20 90 | Ll L oo AL
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 9
R.T. EstConc Area Relative to ISTD R.T.
4.905 18.69 ug/L 390239 1,4-Difluorobenzene 5.616

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 83
3 Heptane 100 C7H16 000142-82-5 83
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 74
5 Heptane 100 C7H16 000142-82-5 64

Abundance Scan 1202 (4.905 min): VV021951.D\data.ms (-1185) (-) m/z 43.00 100.00%

43.0
71.1
57.1
5000
‘ ‘ 850 100.0 4.60 4.80 5.00 5.20
0 H‘_‘H‘H",m‘_‘Hi1:",m:_‘m‘sm,mww}w, m/z 71.10 69.82%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
71.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
4.60 4.80 5.00 5.20
29.0 m/z 70.00 66.14%
0 15.0 \‘ - 820 1000
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl-
43.0
R
4.60 4.80 5.00 5.20
5000 290.0 57.0 71.0 m/z 57.10 57.66%
ol 10 150 “ L, 85.0 100.0
R RERR Ry AR A R R R E A e S
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane “_“W“‘W‘H“H“
43.0 4.60 4.80 5.00 5.20
m/z 40.95 52.00%
57.0
5000 710
290 100.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20

SFAMVLMO81621WMA.M Thu Aug 26 16:33:28 2021 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic5.175 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
5.175 9.97 ug/L 208234  1,4-Difluorobenzene 5.616

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- 98 C7H14 002453-00-1 70
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 53
4 1-Heptene, 5-methyl- 112 C8H16 013151-04-7 53
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 50
Abundance Scan 1286 (5.175 min): VV021951.D\data.ms (-1272) (-) m/z 69.95 100.00%
70.0
56.0
5000 410
83.0 “H“_“W‘H‘,H“_
M “ ‘ 98.0 4.80 5.00 5.20 5.40
oH_H‘_m‘w_wuhu,”m bbb M/z 56,08 66.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0
5000 \‘\\\\‘\\\\‘\\\\’\\\\/‘\\\
4.80 5.00 5.20 5.40
270 830 ., m/z 55.00 56.63%
o | oL
OH‘H\\‘\\H‘\\Hl\‘\\\i‘\” \’\\‘\H ‘\H‘\“‘HH’HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0 R ARRN LNt
4.80 5.00 5.20 5.40
5000 m/z 40.95 49,24%
27.0 83.0
T
0H‘m“‘m‘mwuwu‘l A R R
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis- “‘H“H“‘H“W“WX
56.0 70.0 4.80 5.00 5.20 5.40
m/z 42.95 25.06%
41.0
5000
83.0
270 ‘ ‘ 98.0
P N [ Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

SFAMVLMO81621WMA.M Thu Aug 26 16:33:29 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic5.249 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
5.249 8.34 ug/L 174208 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 91
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 87
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 87
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 83

Abundance Scan 1309 (5.249 min): VVOZlQSlEﬂdmalns(1298)() m/z 70.05 100.00%

56.0 70.0
5000 410
83.0

“ 98.0 5.00 5.20 5.40 5.60
ettt el L nz se.ee  89.73%

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

o

5000 PRV Y.
27.0 5.00 5.20 5.40 5.60

83.0 m/z 55.00 72.46%

‘ ‘ 98.0
\\\]-‘.9\\‘1\4\H0\‘\\{!‘\\\\}\‘\\\“\H\‘\\\\‘\\\\‘i\\\‘\\\‘\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0

5.00 5.20 5.40 5.60

o

5000 m/z 41.00  49.72%
27.0 83.0
| e
0 ”‘\”‘W‘”‘\”‘W‘”‘\»‘leL\”“‘M”‘\“‘W‘”‘\”‘
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis- ‘H“H“_“‘_“w/¥%
410 56.0 70.0 5.00 5.20 5.40 5.60

m/z 68.95 37.22%

5000
27.0
83.0 980 /A&ﬂk
0 Al |

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60

SFAMVLMO81621WMA.M Thu Aug 26 16:33:30 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 7 (DEL) Alkane: Cyclic5.320 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.320 13.93 ug/L 290881 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 94
2 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 86
Abundance Scan 1331 (5.320 min): VV021951.D\data.ms (-1320) (-) m/z 56.00 100.00%
56.0
70.0
5000 41.0
1
83.0 98 H‘Hu‘\m,\m/‘\\ﬁw
‘ ‘ | ‘ ‘ 5.00 5.20 5.40 5.60
0l et el myz 7@.05  69.88%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
568.0
41.0
70.0
5000 L L B B R
27.0 5.00 5.20 5.40 5.60
98.0 m/z 55.00 67.60%
‘ ‘ 83.0
O\\\‘\\11‘\\\}}\‘\\\“\‘1 ‘\‘\\\w“\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl-
56.0
T SANRLERSESEY
41.0 70.0 5.00 5.20 5.40 5.60
5000 m/z 41.00 50.29%
27.0 83.0 98.0
0“w“hh‘ww;»“pﬂ‘w“w‘hw“u“_“h“w
miz--> 20 30 40 50 60 70 80 90 100
Abundance #3831: Cyclopentane, 1,2-dimethyl-, trans- ““H““H,““Md\%r
56.0 5.00 5.20 5.40 5.60
70.0 m/z 69.00 34.67%
41.0
5000
98.0
27.0 ‘ 83.0 ‘
o‘H_HH“:H:‘W:HM “‘Humum_‘m_m_m A
m/z--> 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60

SFAMVLMO81621WMA.M Thu Aug 26 16:33:30 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 61
R.T. EstConc Area Relative to ISTD R.T.
5.490 2.80 ug/L 58448 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 64
2 Heptane 100 C7H16 000142-82-5 64
3 Heptane 100 C7H16 000142-82-5 64
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 53
5 Heptane 100 C7H16 000142-82-5 50

Abundance Scan 1384 (5.490 min): VV021951.D\data.ms (-1369) (-) m/z 43.00 100.00%

43.0
71.0
57.0
5000
100.1

‘ \\\‘\\\\‘\\\\’\\\\‘\V\\

‘ |, a9 5.20 5.40 5.60 5.80
el el e m/z 71,00 68.15%

miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane /\NJ\
43.0
570 71.0

5000 TH SR A VRS
29.0

5.20 5.40 5.60 5.80
100.0
15.0 ‘\ “\ ‘\ ‘\ 850 ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4461: Heptane
43.0

o

o

m/z 41.00 63.68%
me“m,mwm

5.20 5.40 5.60 5.80

5000 29.0 57.0 71.0 m/z 57.00 51.89%
100.0
miz--> 0 10 20 30 40 50 60 70 80 90 100 ]
Abundance #4464: Heptane H“H“_f¥W“H‘H“
43.0 5.20 5.40 5.60 5.80

m/z 56.00  36.21%

57.0
5000 71.0
29.0 100.0
: S =

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80

SFAMVLMO81621WMA.M Thu Aug 26 16:33:31 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Straight-Chai... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
6.198 3.04 ug/L 63508 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 86
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 83
3 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 52
4 Acetamide, N-ethenyl-N-methyl- 99 C5HI9NO 003195-78-6 47
5 Heptane, 2-methyl- 114 C8H18 000592-27-8 43
Abundance Scan 1604 (6.198 min): VV021951.D\data.ms (-1597) (-) m/z 57.00 100.00%
43.0 5_.0
5000
71.0
99.0 R e
“ | ‘ ] ‘ 114.1 5.80 6.00 6.20 6.40 6.60
0 et e e e m/z 43.00 85.24%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8643: Hexane, 2,5-dimethyl-
43.0
57.0
5000 [t T T
5.80 6.00 6.20 6.40 6.60
27.0 71.0 990 m/z 41.00 35.41%
] emo | s
O H\‘\\H’HH‘HH‘\\H’HH‘HH‘\\H’HH‘HH‘HH‘HH‘HH’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8652: Hexane, 2,5-dimethyl-
43.0 5¢.0
5.80 6.00 6.20 6.40 6.60
5000 m/z 71.00 27.92%
27.0 71.0 99.0
| I
0 H‘_H‘VW‘_H‘_‘HV‘H_‘AM‘H,HH‘HH‘H‘WH‘WJ‘W‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8641: Hexane, 2,5-dimethyl- “H“‘H““f\‘u“‘
57.0 5.80 6.00 6.20 6.40 6.60
43.0 m/z 42.00 24.12%
5000 99.0
71.0
114.0
SRt O T O o
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.80 6.00 6.20 6.40 6.60

SFAMVLMO81621WMA.M Thu Aug 26 16:33:32 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
6.256 4.32 ug/L 90267 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 91
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 91
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 86
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 83
5 Heptane, 2,4,6-trimethyl- 142 C1OH22 002613-61-8 72
Abundance Scan 1622 (6.256 min): VV021951.D\data.ms (-1613) (-) m/z 43.00 100.00%
43.0 57.0 85.0
5000
71.0 \\\\‘\\\\‘\\\\’\\\\‘\\\
6.00 6.20 6.40 6.60
[ ;
O et e e m/z 57.00 85.79%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8646: Hexane, 2,4-dimethyl-
43.0 57.0
85.0
5000 e R e Ram
6.00 6.20 6.40 6.60
29.0 71.0 m/z 85.05 82.30%
O \H’HH’H\.\’\H‘\“\\\\“1‘\\\‘\‘\‘\‘\‘\\\\‘HHH‘\!}\‘\%\g‘.\()\\\l‘]\.ﬁ\.\()‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8645: Hexane, 2,4-dimethyl-
43.0
57.0 e e
6.00 6.20 6.40 6.60
5000 85.0 m/z 41.00 45.86%
29.0
71.0
1.0 15\0 | ‘\ ‘ | | ‘ | \” ‘ | 99.0 114.0
R maaE L R A e e RAARY

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #8644: Hexane, 2,4-dimethyl-

43.0 6.00 6.20 6.40 6.60

57.0 m/z 56.00 38.75%
5000
85.0
29.0
71.0
0 | 1 R |, 99.0 114.0

T e e e e e e R EEAREERAE R

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.00 6.20 6.40 6.60

SFAMVLMO81621WMA.M Thu Aug

26 16:33:32 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic6.362 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
6.362 7.32 ug/L 152872 1,4-Difluorobenzene 5.616

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 72
3 (R)-(+)-3-Methylcyclopentanone 98 C6H100 006672-30-6 49
4 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 46
5 2-Hexene, 2-methyl- 98 C7H14 002738-19-4 43

Abundance Scan 1655 (6.362 min): VV021951.D\data.ms (-1643) (-) m/z 68.95 100.00%

69.0
41.0
5000 5.0
‘ 83.0 98‘-0 6.00 6.20 6.40 6.60
Obrrrrer et L m/z 68.00  76.05%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3752: Cyclopentane, ethyl-
41.0 69.0
55.0
5000 \‘\\\\‘\\\\‘\\\\’\\\\‘\
27.0 6.00 6.20 6.40 6.60
98.0 m/z 40.95 62.47%
15.0 ‘ 83.0
O\\\‘\\‘\\‘\\}!‘\\\\}\‘\\\“\u\‘\‘\\\‘\“\\\\’\‘\\\’\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3747 Cyclopentane, ethyl-
69.0
‘YTY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—TV
41.0 6.00 6.20 6.40 6.60
5000 55.0 m/Z 69.95 55.82%
27.0 98.0
83.0
SN0 VN e o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3670: (R)-(+)-3-Methylcyclopentanone
42.0 69.0 6.00 6.20 6.40 6.60
55.0 98.0 m/z 55.00 51.08%
5000 28.0
83.0
ok 220 bl sl U
m/z--> 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60

SFAMVLMO81621WMA.M Thu Aug 26 16:33:33 2021

Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 (DEL) Alkane: Cyclic6.461 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
6.461 11.43 ug/L 238716 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 94
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 94
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 87
4 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 80
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 78

Abundance Scan 1686 (6.461 min): VV021951.D\data.ms (-1672) (-) m/z 70.00 100.00%

70.0
55.0
5000
41.0
‘ | ‘ 840 97.0 1120 6.20 6.40 6.60 6.80
o"wm‘,"H‘HH‘Nwwww ‘mwuwu“,w‘!m_ m/z 54.95 65.58%
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
5000
6.20 6.40 6.60 6.80
41.0 m/z 41.00 24.08%
27.0 M | ‘ 83.0 97.0 112.0
O\\\‘\\\\’\\\‘\“\\\\“\‘\\\‘\H\‘\‘\\\M\ ‘\\\\‘\H\\\‘\\\‘\’\\\\‘1\\\‘\
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 A e
6.20 6.40 6.60 6.80
5000 m/z 69.05 23.41%
41.0
2r.0 ‘ 112.0
97.0 :
ob240 M M B30T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,
70.0 6.20 6.40 6.60 6.80
m/z 42.00 17.00%
55.0
5000
41.0
27 ‘ 97.0 112.0
O‘H%ﬁg,uw“‘HMJH‘_HM_‘AMHH?%QWHJQ‘leﬁ‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic6.629 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.629 13.97 ug/L 291718 1,4-Difluorobenzene 5.616

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 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 52

Abundance Scan 1738 (6.629 min): VV021951.D\data.ms (-1727) (-) m/z 70.05 100.00%

55.0 70.0
5000 41.0
84.0
At s
‘ | 97.0 1121 6.40 6.60 6.80 7.00
Orerrpreerremrepreetb il el el L w2 ss.0e 89.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
5000 41.0
6.40 6.60 6.80 7.00
70 84.0 m/z 56.00  84.20%
' ‘ ‘ ‘ 97.0 112.0
O\\\‘\\\\‘\\\‘\"\\\\“\‘\\\‘\H1‘\\\”\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\
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 6.40 6.60 6.80 7.00
5000 ITI/Z 41.00 44 .51%
27.0
84.0 112.0
‘ ‘ ‘ ‘ 97.0
0 ‘H‘w_m,w_‘m_‘: SR RO | Y NN N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Cyclopentane, 1,2,3-trimethyl- R R ERERREEEEEEE
56.0 70.0 6.40 6.60 6.80 7.00
m/z 69.05 38.94%
5000
41.0
84.0 112.0
27.0 ‘ ‘ 97.0
0 ‘H‘HH‘m“‘,uu““uwﬂ; AT ‘m‘““H‘m“‘mwuw‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 2,4-Heptadiene, (E,E)- Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
6.805 2.57 ug/L 53575 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Heptadiene, (E,E)- 96 C7H12 002384-94-3 91
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 86
3 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 81
4 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 72
5 1,4-Pentadiene, 3,3-dimethyl- 96 C7H12 001112-35-2 64
Abundance Scan 1793 (6.805 min): VV021951.D\data.ms (-1785) (-) m/z 81.05 100.00%
81.0
5000
96.0
R e N R
1.0 6.40 6.60 6.80 7.00 7.20
Ll 5r° il 112.0 5
0 H‘_‘H‘H‘wmw_‘Hgm‘wm:_‘H‘wwwww m/z 95.95  27.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3227 2,4-Heptadiene, (E,E)-
81.0
oA N\ A\
5000 I L L B
41.0 96.0 6.40 6.60 6.80 7.00 7.20
27.0 To 67.0 m/z 79.00 22.90%
0111
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0
Raman e e RRR
6.40 6.60 6.80 7.00 7.20
5000 m/z 67.00 12.85%
39.0 96.0
53.0
15.0 ‘ T eTo ‘
0“‘_‘H‘H‘W‘H;;H‘qhﬁ‘_uﬁ“HWJ‘H‘HM‘_‘H‘H“
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3285: Cyclobutane, (1-methylethylidene)- R aae e R
81.0 6.40 6.60 6.80 7.00 7.20
m/z 41.00 11.19%
5000
‘ 53.0 67.0 960
0"w‘H‘_‘H‘H‘uyqum‘_H»‘HJLEH‘_JN‘H‘W‘H“ R R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.918 19.54 ug/L 408074  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 90
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 83
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 80
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 64
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 64

Abundance Scan 1828 (6.918 min): VV021951.D\data.ms (-1819) (-) m/z 57.00 100.00%

430 510
5000
70.0 99.1 R RmEE e AR
‘ ‘ “ 114.1 6.60 6.80 7.00 7.20
Ol 840 Ll myz 43.00  85.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8636: Heptane, 2-methyl-
43.0 57.0
5000
29.0 0.0 6.60 6.80 7.00 7.20
' 99.0 m/z 41.00 39.59%
om0 | o
OH\‘\H\‘\H\[HH[HH‘HH‘HH‘HH‘\\H‘H\\‘\H\‘\\\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8632: Heptane, 2-methyl-
43.0
57.0 A A YIS
6.60 6.80 7.00 7.20
5000 ITI/Z 42.00 38.10%
29.0
70.0 9.0
0 15 0 I . M I “ 85.0 \‘ 11\4.0
“W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8628: Heptane, 2-methyl-
430 570 6.60 6.80 7.00 7.20
m/z 99.10  21.83%
5000
20.0 70.0 99.0
T O . - | O 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
6.960 5.30 ug/L 110708 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-methyl- 114 C8H18 000589-53-7 52
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 50
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 50
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 50
5 Diisoamyl ether 158 C10H220 000544-01-4 47

Abundance Scan 1841 (6.960 min): VV021951.D\data.ms (-1836) (-) m/z 71.05 100.00%
43.0 71.0

o

5000 95.0
H ?.0 | 1101 6.60 6.80 7.00 7.20
Ot perre et el st b m/z 70,10 97.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8630: Heptane, 4-methyl-
43.0
70.0
5000 L L L L B LA BN B

6.60 6.80 7.00 7.20
27.0 57.0 m/z 43.00 93.98%

LD 0 g a0
O\\‘\\\\‘\\\\’\\\\}\}\\‘\‘\}\‘\\\\’}\\\‘\\\\‘\\\\.‘\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8633: Heptane, 4-methyl-
43.0
0.0 6.60 6.80 7.00 7.20
5000 m/z 95.00  45.09%
280 i 85.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 /\j\/\\
Abundance #8635: Heptane, 4-methy!- \““H“H“H“_“wﬁ
43.0 6.60 6.80 7.00 7.20
m/z 55.00 31.17%
71.0
5000
57.0
29.0
olaso ST ||| 880 690 1140
TR e e e e e e I et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.079 14.89 ug/L 310958 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 81
2 Butanoic acid, 2-methyl-, 2-meth... 186 C11H2202 083783-88-4 72
3 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 72
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
5 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 64

Abundance Scan 1878 (7.079 min): VV021951.D\data.ms (-1869) (-) m/z 43.00 100.00%

43.0
85.1
5000

\ 114.0 6.80 7.00 7.20 7.40
ol 2l m/z 57.00  85.12%

m/z--> 20 40 60 80 100 120 140 160
Abundance #8631: Heptane, 3-methyl-
43.0
85.0

5000 P
6.80 7.00 7.20 7.40

m/z 85.10 80.77%

114.0
0‘1‘5"0\““\“ “\Hp‘ ‘H‘!H“‘!HH\HH\H
m/z--> 20 40 60 80 100 120 140 160
Abundance #60857: Butanoic acid, 2-methyl-, 2-methylpentyl ester
85.0

57.0 e S
6.80 7.00 7.20 7.40

5000 m/z 84.0  51.53%
103.0
29.0
LUl L L a0 s
O il Rl bkl S
miz--> 20 40 60 80 100 120 140 160 A
Abundance #14576: Hexane, 2,3,3-trimethyl- m_m‘mwuu_m
43.0 6.80 7.00 7.20 7.40
85.0 m/z 41.60  49.10%
5000
o150 || |l |e7lo 1130
R B R e EAREE AR
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 19 Cyclohexene, 4-methyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
7.169 7.55 ug/L 157690  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 76
2 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 70
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 70
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 70
5 2,4-Hexadiene, 3-methyl- 96 C7H12 028823-42-9 60
Abundance Scan 1906 (7.169 min): VV021951.D\data.ms (-1896) (-) m/z 81.00 100.00%
81.0
55.0
5000 67.
96.0
390 1110 \‘\\\\‘\\\\’\\\\‘\\\\‘\
‘ ‘ H ‘ ‘ ' 6.80 7.00 7.20 7.40

bttt il ot Ll e myz 7e.00  60.30%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #3234: Cyclohexene, 4-methyl-

81.0
5000 390 540 L B LI I I BN B
67.0 96.0 6.80 7.00 7.20 7.40
27.0 m/z 54.95 55.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3229: Cyclohexene, 3-methyl-
81.0
R A RAmEaRRES
6.80 7.00 7.20 7.40
5000 m/z 67.00 47.93%
39.0 550 67.0 96.0
27.0 ‘ ‘
SHE NP Y W
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-  RARREEESEE S
81.0 6.80 7.00 7.20 7.40
m/z 96.05 37.20%
5000 67.0 96.0
390 950 '
27.0 ‘
0“_‘H‘H‘WH‘WLH‘MHHMJM‘HJ«M‘w‘uu_‘uw‘u‘ w‘uﬁp‘u,‘u‘/¥M4$
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 (DEL) Alkane: Cyclic7.265 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.265 32.89 ug/L 731323  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 91
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 91
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 91
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 91
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 91

Abundance Scan 1936 (7.265 min): VV021951.D\data.ms (-1921) (-) m/z 97.10 100.00%
97.1

55.0
5000
1121
41.0 69.0
“ ‘ H 83.0 7.00 7.20 7.40 7.60
0 m_m_m,uH_‘m‘Jmm_mmwH‘_wm_ m/z 55.00  71.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7676: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
5000 U R R R R
41.0
112.0 7.00 7.20 7.40 7.60 .
270 69.0 m/z 112.16  30.38%
83.0
O \\\]‘-:\3\\0\‘\\\‘\"\\\\‘!‘\\\‘\\!\‘\\\\M\\\\‘\u\\‘\\\l‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
e LR R
7.00 7.20 7.40 7.60
5000 41.0 ITI/Z 41.00 25.59%
69.0 63,0 112.0
27.0 ‘ ‘ '
0“W‘H‘_H‘V‘H‘L‘WJNW‘HWM‘H‘m‘wu‘w‘u‘_uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7678: Cyclohexane, 1,3- dwneﬂwL cis- EmE e R R
55.0 97.0 7.00 7.20 7.40 7.60
m/z 56.00 19.63%
5000
41.0
112.0
27.0 69.0
o‘“‘149_HM,HH“lmlwHMm??T?_mww_
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_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic7.442 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
7.442 8.48 ug/L 188570  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 58
2 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-66-3 55
3 Cyclopentane, 1-ethyl-3-methyl- 112 C8H16 003726-47-4 45
4 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 43
5 2-Pyrazoline, 1,4,5-trimethyl- 112 C6H12N2 007423-11-2 43

Abundance Scan 1991 (7.442 min): VV021951.D\data.ms (-1981) (-) m/z 55.00 100.00%

55.0
97.0
83.0
5000 41.0
R R
‘ | 112.1 7.20 7.40 7.60 7.80
oHwH_HwH_WMH"MH_Hl‘Huu‘m‘Hmw‘mw m/z 97.05 74.58%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
41.0
5000
70 69.0 112.0 7.20 7.40 7.60 7.80
‘ 83.0 m/z 83.00  64.60%
O\H‘\\H‘\\H‘\\H“HH‘\‘\H‘\H\‘\‘H\‘!‘HH‘}MH‘H\MH\\‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #7694 Cyclopentane, 1-ethyl-3-methyl-, cis-
55.0 83.0
410 7.20 7.40 7.60 7.80
5000 ITI/Z 41.00 43.27%
27.0
I TR
o‘H_‘H_m_‘H‘HH;HHMH‘HH‘HH_mewww
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7663: Cyclopentane, 1-ethyl-3-methyl- e A AmaERA S
55.0 83.0 7.20 7.40 7.60 7.80
' m/z 56.00  38.65%
5000 41.0
27.0
L H 97.0 1120
o‘H_m_‘H_m‘HH‘HH‘HH‘HH‘Hwawwww P
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic7.484 Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
7.484 3.74 ug/L 83078 Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-3-methyl- 112 C8H16 003726-47-4 80
2 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-65-2 80
3 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-66-3 72
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 59
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 53
Abundance Scan 2004 (7.484 min): VV021951.D\data.ms (-1999) (-) m/z 83.00 100.00%
55.0 83.0
5000
41.0
It o ‘0 112.0 7.20 7.40 7.60 7.80
Ol 2Rt L m/z 55.00  85.62%
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 L L L B L R

7.20 7.40 7.60 7.80
m/z 82.00 45.02%

270
L LR
|
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

A\

41.0 LU L LI BRI B IR RN IR
7.20 7.40 7.60 7.80

o

5000 m/z 84.60  33.93%
27.0
97.0 112.0
o‘H_‘H_‘H_"1‘HH}“‘HM“"H‘H‘HH‘mwh_wlw‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7694: Cyclopentane, 1-ethyl-3-methyl-, cis- “W“H,‘H“H“_“
55.0 83.0 7.20 7.40 7.60 7.80
m/z 56.00 31.67%
41.0
5000
27.0
97.0 112.0
0l20 BN A R
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic7.516 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
7.516 10.00 ug/L 222389  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 49
2 Cyclopentane, 1-ethyl-2-methyl- 112 C8H16 003726-46-3 49
3 Cycloheptanone 112 C7H120 000502-42-1 46
4 Cyclooctane 112 C8H16 000292-64-8 43
5 Heptane, 3-methylene- 112 C8H16 001632-16-2 43
Abundance Scan 2014 (7.516 mm) VV021951.D\data.ms (-2008) (-) m/z 83.00 100.00%
55.0 70.0 83.0
41.0
5000
wer AN WL
SO T e e
‘ | ‘ ‘ 97.0 ‘ 7.20 7.40 7.60 7.80
0 ‘Wm,uwaw,w‘luwl ‘Hw,mw“;_m,mw m/z 55.08  99.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7681: trans-1-Butyl-2-methylcyclopropane
53.0 70.0
42.0
5000 UL L L R I B B |
83.0 112.0 7.20 7.40 7.60 7.80
m/z 70.05 96.03%
‘ \‘ Il J 97.0
O\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\‘\\\\\’\\\\‘\\\‘\‘\\\\’\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7662: Cyclopentane, 1-ethyl-2-methyl-
55.0
41.0 R AN
83.0 7.20 7.40 7.60 7.80
5000 70.0 m/z 41.00 66.65%
27.0
‘ 112.0
0“_‘H,H‘w‘H‘ptupﬂﬂw‘ﬂuuu‘w‘uwgm?u‘wlu‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7331: Cycloheptanone A RARRE RS
55.0 68.0 7.20 7.40 7.60 7.80
m/z 56.00 65.17%
410 112.0
5000 84.0
27.0
‘ ‘ ‘ 97.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic7.789 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.789 12.69 ug/L 282126  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 96
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
3 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 94
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 94
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 91

Abundance Scan 2099 (7.789 min): VVOZlQSlEﬂdmalns(2078)() m/z 97.05 100.00%
.0

55.0
5000 1121
41.0
69.0
H ‘ M 83.0 7.40 7.60 7.80 8.00 8.20
Obrrrrrrrrerrrrestb el bl myz ss.00  83.75%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0
5000 410 L AL R B R
112.0 7.40 7.60 7.80 8.00 8.20
27.0 69.0 m/z 112.05 37.66%
T
O\H‘\\\\‘\\\\‘\\H‘\‘\\\“\‘\\\‘\\H‘H\\“}H\\‘\\\1‘\\\\‘\‘\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
PO e A
7.40 7.60 7.80 8.00 8.20
5000 41.0 m/z 41.00 29.59%
112.0
270 69.0
M H‘ L M“ 83\0 M I
oSS O 1, A /NS NS | B
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7609: Cyclohexane, 1,4-dimethyl- e AREEES SRR
55.0 97.0 7.40 7.60 7.80 8.00 8.20
m/z 56.00 23.56%
5000
41.0 112.0
27.0 ‘ 69.0 g3
o‘H_m_‘M_m“!“H‘J:“"HHHHH‘“1HWHWWWWW S R A A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 40

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

7.844 6.24 ug/L 138655 Chlorobenzene-d5 8.854
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 83
2 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 81
3 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 72
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 72
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 64

Abundance Scan 2116 (7.844 min): VV021951.D\data.ms (-2108) (-) m/z 95.00 100.00%

95.0
5000
67.0 81.0 110.0

‘H“‘H“‘H“‘H““
41.0 ‘ ‘ 7.60 7.80 8.00 8.20
H MH | \‘\ H ‘ WL I 126.0

e et e e e e e e m/z 67.00 25.99%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
93.0

5000 SALh A Vi e
67.0 7.60 7.80 8.00 8.20

110.0 m/z 81.00  24.85%

39.0 :
53.0 ‘
\\‘]\_\5\\0‘\\\M“\\\\“‘\\\\i‘\‘\‘\\‘\\‘\\‘\\f“‘\\\\“\‘\1\‘\\\\“\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6748: 5,5-Dimethyl-1,3-hexadiene
95.0

7.60 7.80 8.00 8.20

o

o

5000 210 67.0 m/z 110.00  22.92%
110.0
O A N SRR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 J /\
Abundance #6790: 1,4-Pentadiene, 2,3,3-trimethyl- A R RREAT
95.0 7.60 7.80 8.00 8.20

m/z 83.05 14.33%

41.0 67.0
5000
27.0
110.0
0 Wl \“ \\\H ﬁ“ \H ‘ M

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 56
R.T. EstConc Area Relative to ISTD R.T.
7.976 3.35 ug/L 74454  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 90
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 90
3 Octane, 4-methyl- 128 C9H20 002216-34-4 64
4 Octane 114 C8H18 000111-65-9 64
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 53

Abundance Scan 2157 (7.976 min): VV021951.D\data.ms (-2149) (-) m/z 43.00 100.00%

43.0
85.0
5000 c10 710

w ‘ 7.60 7.80 8.00 8.20 8.40
|

111.0 128.0
,““‘H‘“““‘ m/z 85.05 65.59%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14557: Heptane, 2,4-dimethyl-
43.0

5000 w“‘w“u“u“w“,
85.0 7.60 7.80 8.00 8.20 8.40

m/z 71.00 38.01%

290 '
N T | | 99.0 113.0128.0
H’HH‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14544: Heptane, 2,4-dimethyl-
43.0

760780800820840

o

o

57.0 710
290
oh.15.0 JL 0 L 99.0113.0128.0
,““““““
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14526: Octane, 4-methyl- wuwmwuwm,‘
43.0 7.60 7.80 8.00 8.20 8.40

m/z 41.00 29.47%

5000
29 0 57 o 71.0 85.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 unknown-01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.233 14.64 ug/L 325638 Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptanone 112 C7H120 000502-42-1 46
2 Cyclooctane 112 C8H16 000292-64-8 46
3 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 38
4 Cyclooctane, methyl- 126 C9H18 001502-38-1 38
5 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 38

Abundance Scan 2237 (8.233 min): VV021951.D\data.ms (-2224) (-) m/z 69.00 100.00%

55.0 69.0
41.0
5000 83.0 97.0
112.1
REAEEEEE SRR
‘ 126.1 8.00 8.20 8.40 8.60
om_m,uHw‘;um,w‘lHw‘wm‘me,mHJW m/z 55.08  95.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7329: Cycloheptanone
55.0
41.0
5000 LB R R I B B I
270 69.0 84.0 112.0 8.00 8.20 8.40 8.60
’ m/z 41.00 63.51%
OH\‘\\‘H’HL!“\H‘\l\‘\\\"‘}‘\\‘\‘H‘\‘\l\\H“\‘\‘H‘\{\‘\‘\\H’\‘\H‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7498: Cyclooctane
41.0 550
83.0 A R R E
69.0 112.0 8.00 8.20 8.40 8.60
5000 ITI/Z 68.00 51.25%
27.0
‘ 97.0
OHw'm,m!‘HH}HH,M” “‘m‘w“H“‘!m_u‘mm,uH“m‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\Wmh
Abundance #7551: 3-Heptene, 4-methyl- R O RRRREE SR
55.0 69.0 8.00 8.20 8.40 8.60
m/z 70.05 50.21%
41.0
5000
112.0
27.0 83.0
T R W
Oy e e bl e L e e e
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_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic8.291 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.291 21.30 ug/L 473758  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78
5 4-Ethyl-2-hexene 112 C8H16 019780-46-2 53

Abundance Scan 2255 (8.291 min): VV021951.D\data.ms (-2246) (-) m/z 83.10 100.00%

83.1
55.0
5000
41.0 112.1
‘ 6’9.0 8.00 8.20 8.40 8.60
Ol et il 980 L m/z 55.00  66.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7533: Cyclohexane, ethyl-
83.0
55.0
5000 41.0 L AL B B R
8.00 8.20 8.40 8.60
27.0 112.0 m/z 82.00 48.31%
|l %
O\\\]‘-\3\.‘(\)\‘\\\}‘\\\\i“\\\‘\H\!\‘\H‘}“‘\H\“\1\\‘\9\\7\-‘0\\\\‘\‘\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7537: Cyclohexane, ethyl-
83.0
R A ARRRARS R
5.0 8.00 8.20 8.40 8.60
5000 m/z 41.00 28.12%
41.0
112.0
27.0 69.0
O bbb e bl 870 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536: Cyclohexane, ethyl- E ERERREEE S S
83.0 8.00 8.20 8.40 8.60
m/z 112.10  27.24%
55.0
5000
41.0
112.0
27.0 69.0
NI o O T 2. Y NN WA | O
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_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic8.352 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.352  20.47 ug/L 455109 Chlorobenzene-d5 8.854

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 86
3 Cyclohexane, 1,4-dimethyl-2-octa... 364 C26H52 055282-02-5 78
4 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 72
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 64

Abundance Scan 2274 (8.352 min): VV021951.D\data.ms (-2264) (-) m/z 111.10 100.00%
111.1

69.0
5000
““ 8.00 8.20 8.40 8.60
ob—Ab e L m/z 69.00  65.84%
m/z--> 50 100 150 200 250 300 350
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 T T T T T[T T[T T T rrrTyT
8.00 8.20 8.40 8.60
m/z 55.00 34.21%
27. ‘
O\\H\N“H\““‘f‘\"\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
P
8.00 8.20 8.40 8.60
5000 ITI/Z 41.00 23.45%
@il
m/z--> 50 100 150 200 250 300 350
Abundance  #273819: Cyclohexane, 1,4-dimethyl-2-octadecyl- R e AR
111.0 8.00 8.20 8.40 8.60
m/z 56.00 17.64%
- i M
0 ‘L ‘\\ 4L | 153.0194.0 2520  323.0364.(
A I T
m/z--> 50 100 150 200 250 300 350 8.00 8.20 8.40 8.60

SFAMVLMO81621WMA.M Thu Aug 26 16:33:45 2021 Page: 32



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82521\
Data File : VV@21951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100ulL/5.0mL/MSVOA_V/MEOH
ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA .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 30 (DEL) Alkane: Cyclic8.510 Concentration Rank 19

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

8.510 12.69 ug/L 282213  Chlorobenzene-d5 8.854
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, butyl- 126 C9H18 002040-95-1 72
2 Cyclopentane, 1-methyl-2-propyl- 126 CSH18 003728-57-2 52
3 Cyclopropane, 1-methyl-2-pentyl- 126 CO9H18 041977-37-1 49
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 46
5 Isopropylcyclobutane 98 C7H14 000872-56-0 41

m/z 55.00 100.00%

Abundance Scan 2323 (8.510 min): VV021951.D\data.ms (-2311) (-)
0

585.
69.0
41.0 97.0
5000
1261 L R I R |
Il B o | erosmskos
Oy pre et b Rl i e m/z 56.00 89.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13194: Cyclopentane, butyl-
41.0 69.0
55.0
5000 LI L L B IR I A
83.0 970 8.20 8.40 8.60 8.80
27.0 ' m/z 69.00 71.60%
| |
O\\‘\}H’\\}‘\‘HHl\‘\\\“‘\H\‘\‘HH\“\H‘\“‘!\‘H‘\\1!‘\\]\_\]-‘]\_-\(\)\‘\\!\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13272: Cyclopentane, 1-methyl-2-propyl-
55.0
R ARRRLEasaae
410 83.0 8.20 8.40 8.60 8.80
5000 m/z 70.00  61.68%
69.0 970
27.0 ' 126.0
Obreprrerrrrrreitle el el L 1L0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13273: Cyclopropane, 1-methyl-2-pentyl- B RRERESEECE S
56.0 8.20 8.40 8.60 8.80
m/z 41.00 59.31%
41.0
5000 70.0
84.0 126.0
| g
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 43
R.T. EstConc Area Relative to ISTD R.T.
8.574 5.27 ug/L 117285 Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 74
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 68
3 1-Octene, 4-methyl- 126 C9H18 013151-12-7 62
4 Hexane, 3-ethyl-2-methyl- 128 C9H20 016789-46-1 59
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 59

Abundance Scan 2343 (8.574 min): VV021951.D\data.ms (-2334) (-) m/z 43.00 100.00%

43.0
84.1
5000
57.0

1110 \‘\\\\‘\\\\’\\\\‘\\\\‘\
126.1 8.20 8.40 8.60 8.80

S A | N m/z 84.10  54.66%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14543: Heptane, 2,3-dimethyl-
43.0
/\/\/\/\{\/

5000 L Vadaia
84.0 8.20 8.40 8.60 8.80

57.0 m/z 85.10 43.90%

150 200 || H‘ \ 99.0 113.0 128.0
H‘HH’HH’HH’HH’HH’HH’HH’HH’HH’HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14553: Heptane, 2,3-dimethyl- \
43.0

8.20 8.40 8.60 8.80

o

o

5000 m/z 41.00 32.56%
84.0
270 57.0

0 ‘\‘ H\ J H 99.0 113.0 128.0

‘,,,,,,,,,“‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13184: 1-Octene, 4-methyl- A

43.0 8.20 8.40 8.60 8.80

m/z 57.00  25.91%

5000
84.0
29.0 57.0
S 1 T Y

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.667 17.73 ug/L 394195 Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 72
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
3 Octane, 4-methyl- 128 C9H20 002216-34-4 64
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 59

Abundance Scan 2372 (8.667 min): VV021951.D\data.ms (-2364) (-) m/z 43.00 100.00%

5000 57.0 71.1
85.1
R N S E e
| ‘ H ‘ ‘ 99.0 113.0 128.1 8.40 8.60 8.80 9.00
O e e e e e m/z 71.10 44.39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14531: Octane, 2-methyl-
43.0
5000 570 L L R B R B LR
8.40 8.60 8.80 9.00
20.0 71.0 m/z 57.00 44.20%
0 I ‘H I ‘ 77 990 1130 1280
\\‘\H\‘\H\‘\H\‘\H\‘Hf\‘HH‘HH‘HH‘HH‘HH‘H\\‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14557: Heptane, 2,4-dimethyl-
43.0
N A RBRRRERN RS
8.40 8.60 8.80 9.00
5000 m/z 85.10 36.87%
85.0
57.0 710
29.0
0 Ul ‘\ 99.0 113.0 128.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14526: Octane, 4-methyl- N ERaRaRRL e e
43.0 8.40 8.60 8.80 9.00
m/z 41.00 34.52%
5000
85.0
290 57.0 71.0
““““““ R RS R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.789  21.19 ug/L 471186  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 91
2 Octane, 3-methyl- 128 C9H20 002216-33-3 83
3 Octane, 3-methyl- 128 C9H20 002216-33-3 80
4 Undecane, 6-methyl- 170 C12H26 017302-33-9 59
5 Heptane, 4-(1-methylethyl)- 142 C1OH22 052896-87-4 59

Abundance Scan 2410 (8.789 min): VV021951.D\data.ms (-2397) (-) m/z 57.00 100.00%
57.0

5
[
o

5000
1 08.1 AR e e e
H ‘ 71.0 1281 8.40 8.60 8.80 9.00 9.20
Obrrreerrrereprrebith el el ABATZBL s 41,00 26.05%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl-
57.0
5000 I L L R
90,0 43.0 8.40 8.60 8.80 9.00 9.20
’ m/z 43.00 25.91%
71.0 98.0
0 Ll T ) 11301280
\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl-
57.0
R ARRRRARNREA=S S
8.40 8.60 8.80 9.00 9.20
5000 m/z 56.00 21.80%
43.0
29.0 98.0
080 Ll ], 11301280
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14538: Octane, 3-methyl- RRRaa e R

57.0 8.40 8.60 8.80 9.00 9.20
m/z 98.10 19.17%

5000

98.0
0 1 ‘H | 70 11301280
e el et ey 3,0, 128.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00 9.20

N

(]

o
5
w
o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic9.104 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.104 13.08 ug/L 290866  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-66-3 76
2 Cyclopentane, 1-methyl-2-propyl- 126 CSH18 003728-57-2 60
3 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 46
4 cis-3-Nonene 126 C9H18 020237-46-1 38
5 2,3-Dimethyl-2-heptene 126 C9H18 003074-64-4 38

Abundance Scan 2508 (9.104 min): VV021951.D\data.ms (-2496) (-) m/z 55.00 100.00%

55.0 83.0
5000
39,0 125.1
08.1 PR e
H‘ | ‘ ] M 8.80 9.00 9.20 9.40
b el Gl L w2 e3.00 93.73%
miz--> 0 20 40 60 80 100 120
Abundance #7694: Cyclopentane, 1-ethyl-3-methyl-, cis-
53.0 83.0
5000 U R I R R B
27.0 8.80 9.00 9.20 9.40
m/z 56.00 62.63%
112.0
O 2-0’
miz--> 0 20 40 60 80 100 120
Abundance #13272: Cyclopentane, 1-methyl-2-propyl-
55.0
R R RRaRE e
83.0 8.80 9.00 9.20 9.40
5000 ITI/Z 41.00 62.28%
i W
o “w“h“‘W“ﬂdhﬂyw“:M “““M“
miz--> 0 20 40 60 80 100 120
Abundance #13079: Cyclohexanone, 2,3-dimethyl- RAREmEEE
55.0 8.80 9.00 9.20 9.40
83.0 m/z 69.00 61.44%
5000
126.0
98.0
R 1 1 | | L |
0 “HH‘HH‘“ : “! : ‘HH,MH“‘ el LSO .
m/z--> 0 20 40 60 80 100 120 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic9.156 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
9.156  12.25 ug/L 272356  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 86
2 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18 019489-10-2 86
3 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 64
4 Thiophene, 2-propyl- 126 C7H1eS 001551-27-5 58
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 56
Abundance Scan 2524 (9.156 min): VV021951.D\data.ms (-2517) (-) m/z 97.05 100.00%
97.0
55.0
5000
126.1
41.0 81.0 | ‘ 8.80 9.00 9.20 9.40
Oreerrerrrreeprbre et et bbb m/z 55.00 62.63%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0
5000 L L L BN B I
8.80 9.00 9.20 9.40
41.0 69.0 126.0 m/z 126.10  20.21%
70 || | s | o |
O H‘HH‘\H‘\“\H\““H\‘\‘\!\‘H\‘\‘H\ﬁ?\?‘\\\1‘\\1\\]_“]\“\(\)\‘\\\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13274: ms].EﬂwlSrneﬂwlcydohexane
97.0
55.0
8.80 9.00 9.20 9.40
5000 m/z 96.00 13.49%
41.0 690 1260
oL Lm0 | o |
‘W‘H‘_‘H‘H‘w‘HW‘H‘_nm;H‘W‘H‘_H‘_‘H‘H‘W‘H‘_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13211: 3,5-Dimethyl-3-heptene ST
55.0 97.0 8.80 9.00 9.20 9.40
m/z 41.00 11.80%
5000
69.0
41.0 126.0
27.0
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_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 (DEL) Alkane: Cyclic9.201 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.201 14.70 ug/L 326825 Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 87
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 83
3 cis-1-Ethyl-3-methyl-cyclohexane 126 CO9H18 019489-10-2 83
4 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 80
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 80
Abundance Scan 2538 (9.201 min): VV021951.D\data.ms (-2531) (-) m/z 55.00 100.00%
55.0 97.1
5000
41.0 69.0
126.1 R R AR
| || &0 111.0 ‘ 8.80 9.00 9.20 9.40 9.60
bl el e LA L m/z 97.1@ 99.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans-
53.0 97.0
5000
41.0 8.80 9.00 9.20 9.40 9.60
690 126.0 m/z 41.00  36.62%
27.0 ‘ ‘
O \\‘HH’\H“\“HHH‘H\“\‘\!‘\‘\\‘\‘”H\‘\‘B‘E\.\O\‘H\1‘\\]\-\1-‘]\-;(\)\‘\\\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0
P
8.80 9.00 9.20 9.40 9.60
5000 m/z 96.05 35.72%
41.0 69.0 126.0
27.0 ‘ ‘
O"_‘HV‘MHHHMW‘wﬁquﬂuH‘ﬁﬁg‘u‘hu%ﬁ%9w‘uw‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane R e S
55.0 97.0 8.80 9.00 9.20 9.40 9.60
m/z 69.00 31.34%
5000
401 690 126.0
27.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 unknown-02 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
9.320 7.74 ug/L 172148 Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene,3-butyl- 138 C10H18 003983-07-1 47
2 Pentane, 1-chloro-5-(methylenecy... 158 C9H15C1l 1000158-49-0 47
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 46
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 46
5 1-Isopropylcyclohex-1-ene 124 C9H16 004292-04-0 43

Abundance Scan 2575 (9.320 min): VV021951.D\data.ms (-2564) (-) m/z 81.00 100.00%

81.0
5000 55.0
39,0 1110 B e it
‘ ‘ ‘H ‘ ‘ 1401 9.00 9.20 9.40 9.60
ol il uw“m Y N “!M —— m/z 69.00  65.38%
miz--> 20 40 60 80 100 120 140
Abundance #19413: Cyclohexene,3-butyl-
81.0
5000 L L R R B B
41.0 9.00 9.20 9.40 9.60
m/z 95.00 55.72%
‘ QT.O 138.0
O ‘Z\Slp\ \‘”‘\ \‘\M\“B?‘\R\ \‘ } ‘\ \‘\‘H‘ \1\’1\3\0‘ T \“ T
miz--> 20 40 60 80 100 120 140
Abundance #35292: Pentane, 1-chloro-5-(methylenecyclopropyl)-
81.0
e
41.0 9.00 9.20 9.40 9.60
5000 m/z 55.00 51.11%
65
ozas L %0 w0 o
miz--> 20 40 60 80 100 120 140
Abundance #3236: Cyclohexene, 1-methyl- RARRmmEEEN SR,
81.0 9.00 9.20 9.40 9.60
m/z 67.10 42.40%
5000
390 55.0
olaso Ll L ero
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic9.474 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.474  19.53 ug/L 434293  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 81
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 68
3 Cyclohexane, 1l-ethyl-2-methyl- 126 CO9H18 003728-54-9 68
4 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 64
5 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 64

Abundance Scan 2623 (9.474 min): VV021951.D\data.ms (-2610) (-) m/z 97.05 100.00%
97.0

55.0
5000
O 600 ‘ 126.1
9.20 9.40 9.60 9.80
| 111.0 ‘
0 H‘HwH“lH‘_MHWm‘:‘}muﬁﬁ‘?w‘lmwWwwlﬁ‘%nq‘ m/z 55.00 71.49%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 L L L BN AL
9.20 9.40 9.60 9.80
41.0 69.0 126.0 m/z 41.00  25.14%
27.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13286: Cyclohexane, 1-ethyl-4-methyl-, cis-
55.0 97.0
o
9.20 9.40 9.60 9.80
5000 41.0 m/z 95.00 22.86%
69.0
126.0
oty 880 | T80 T
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl- AR AR RAR
55.0 97.0 9.20 9.40 9.60 9.80
m/z 43.00 21.39%
5000
41.0 69.0
27.0 ‘ 3.0 ‘ 126.0
1 W Y N B PO SRV o S
m/z--> 20 30 40 50 60 70 80 90 100110120130140 9.20 9.40 9.60 9.80

SFAMVLMO81621WMA.M Thu Aug 26 16:33:51 2021 Page: 41



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 unknown-03 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
9.580 7.75 ug/L 172357  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrahydrogeranyl butyrate 228 C14H2802 1000428-75-4 47
2 1-Fluorooctane 132 C8H17F 000463-11-6 47
3 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 47
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 43
5 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 43

Abundance Scan 2656 (9.580 min): VV021951.D\data.ms (-2642) (-) m/z 57.00 100.00%
57.0

- M
83.0 Sha
0! “ﬂh“‘u““w““_“ m/z 43.00 65.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #109296: Tetrahydrogeranyl butyrate
43.0 70.0
5000 —— ‘
9.50
m/z 70.00 54.55%
111.0 140.0
O\\\‘\\‘\\‘i‘}\\\‘\w\\‘\\\\‘\\H‘\‘\‘\\\‘\\\\‘\\\\]_‘8\5)\\0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16601: 1-Fluorooctane
43.0
T \
9.50
5000 70.0 ITI/Z 41.00 49.,54%
‘ ‘ ‘ 97.0 132.0
Y S 1 ““““
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14594: Pentane, 2,2,3,3-tetramethyl- — ‘
57.0 9.50
m/z 71.00 48.99%
5000
29.0
‘ ‘ 99.0
0 ‘ M ‘\ N ‘

m/z--> 60 80 100 120 140 160 180 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.712  31.52 ug/L 700939  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 46
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 46
3 Butanoic acid, 3-hexenyl ester, ... 170 C10H1802 016491-36-4 43
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 42
5 Octane, 3,6-dimethyl- 142 C1OH22 015869-94-0 42

Abundance Scan 2697 (9.712 min): VV021951.D\data.ms (-2679) (-) m/z 57.00 100.00%
57.0

5000 41.0 81.0 JUMU
96.0 113.1 T L
‘ ‘ ‘ a1 9.50 10.00
0 H_HW‘;1‘H_‘!‘1_M‘}:Hum‘,H‘H‘Hm_“H_luwww,‘ m/z 71.00  65.80%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22103: Octane, 2,6-dimethyl-
57.0
4110
5000 = ~
9.50 10.00
650 113.0 m/z 67.00 54.08%
O H‘\zﬁw\‘\H\i\H\‘\\‘\1‘\H\‘MH\‘\\“\-\’HH‘H\\‘1\\\‘\\\\‘\\%\4‘.\2\.9’\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22095: Octane, 3,6-dimethyl-
57.0
. —
9.50 10.00
5000 m/z 43.00  50.34%
41[0
113.0
ob 280 i 2420
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #45124: Butanoic acid, 3-hexenyl ester, (2)- — ——
67.0 82.0 9.50 10.00
43.0 ' m/z 41.00 47.36%
5000
27.0
oH_m_m‘;‘m‘Jl‘wul_w““H,w‘w‘wwwwm,‘ L —
m/z--> 20 30 40 50 60 70 80 90 100110120130140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 Cyclohexanone, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.802 24.35 ug/L 541416 Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 83
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 81
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 80
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 72

Abundance Scan 2725 (9.802 min): VV021951.D\data.ms (-2716) (-) m/z 83.00 100.00%

83.0
55.0
5000
390 126.1 T ‘ T T ‘ T
[
0l Rl PR L1420 g 55 00 71.94%
m/z--> 20 40 60 80 100 120 140
Abundance #13079: Cyclohexanone, 2,3-dimethyl-
55.0
83.0
5000 — ——
126.0 9.50 10.00
98.0 m/z 82.00 63.85%
0 \\\,\\\\“\ \“i“!“ \‘H‘\ \“‘1 T \‘\“‘ T M\ 7 \‘\ L
m/z--> 20 40 60 80 100 120 140
Abundance #13201: Cyclohexane, propyl-
83.0
55.0 = S
9.50 10.00
5000 ITI/Z 41.00 40.70%
126.0
29.0
0 m,“u“ Aol D A sgo
m/z--> 20 40 60 80 100 120 140
Abundance #13196: Cyclohexane, propyl- T T
55.0 83.0 9.50 10.00
m/z 67.00 30.88%
5000
39,0 126.0
o‘1‘5;0,“\““;“‘MM‘“:‘m‘l”gm‘owwum_‘ A% o
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
9.850 8.27 ug/L 183852  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 83
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 72
3 Undecane, 6-methyl- 170 C12H26 017302-33-9 56

4 Heptane, 4-propyl- 142 C10H22 003178-29-8 50
5 Hexane, 3-ethyl-2,5-dimethyl- 142 C10OH22 052897-04-8 50

Abundance Scan 2740 (9.850 min): VV021951.D\data.ms (-2736) (-) m/z 57.00 100.00%

57.0
5000 98.0
— e
oy 9.50 10.00
b 308 L B2 | 12311422 m/z 43.00 43.70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22131: Heptane, 3-ethyl-2-methyl-
57.0
5000 e ~—
9.50 10.00
98.0 m/z 98.05 41.11%
29.0 ‘ ‘
O \\\‘\‘\‘\\“‘\\\‘!“\\“‘\7\9‘.0\\\\“\\\\‘\\\]_\4‘2\.\0\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
~Arﬁ«‘ =
9.50 10.00
5000 98.0 m/z 41.00 25.48%
29.0
ool Ml 2O 2420
miz--> 20 40 60 80 100 120 140 160
Abundance #45491: Undecane, 6-methyl- “ T
57.0 9.50 10.00
m/z 71.10 12.67%
5000
98.0
29.0
ol ol M g7eQ | 1260 1700 S PN
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 43 (DEL) Alkane: Straight-Chai... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
10.018 3.96 ug/L 87993 Chlorobenzene-d5 8.854
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3-dimethyl- 142 C1OH22 007146-60-3 50
2 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 47
3 Octane, 4-ethyl- 142 C1OH22 015869-86-0 43
4 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 38
5 Octane, 3,6-dimethyl- 142 C1OH22 015869-94-0 38

Abundance Scan 2792 (10.018 min): VV021951.D\data.ms (-2786) (- m/z 57.00 100.00%
57.

0
5000
4110
98.1 AN ‘
10.00
82| ‘ 124.0 1420
0"W‘WH“Hm‘;‘;‘!:‘m‘}‘H‘w‘:uP“w“w“l‘m“luwu‘mw m/z 43.00 57.97%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22102: Octane, 2,3-dimethyl-
57.0
5000 ‘10\00‘ \
410 .
98.0 m/z 41.00 33.39%
0 zeu) WL ss0 | 1130 1420
\H‘\H\‘HH‘\\\\‘\H\‘HH‘H\\‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22117: Heptane, 2,3,6-trimethyl-
57.0
—— ‘
10.00
5000 ITI/Z 98.10 24.02%
41,0
oL, 260 | sag 980 142.0
e et e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22072: Octane, 4-ethyl- = ‘
57.0 10.00
m/z 71.00 21.97%
5000
41.0
b 85.0 112.0
I BT Y N S A L2 V.
m/z--> 20 30 40 50 60 70 80 90 100110120130140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
10.088 10.42 ug/L 273651 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1OH22 017301-94-9 90
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 90
3 Nonane, 4-methyl- 142 C1OH22 017301-94-9 87
4 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 72
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 64

Abundance Scan 2814 (10.088 min): VV021951.D\data.ms (-2801) (- m/z 57.00 100.00%

57.0
5000
98.0
= ‘
10.00
142.2
ol 38 L 90 | 12311422 1739 4300 6183
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22076: Nonane, 4-methyl-
57.0
5000 —
10.00
29.0 98.0 m/z 71.05 42.84%
Ll | 142.0
O\\\‘\\\\“ ‘\‘\\\\‘\\\\‘\\}‘\‘\\\\“\\\\‘\\\\‘\
m/z--> 20 40 60 100 120 140 160 180
Abundance #22082.Nonane,4—methyh
57.0
N \
10.00
5000 ITI/Z 70.00 40.77%
98.0
29.0
I ‘ | 1420
0““‘H“ ‘H‘leJ“‘_‘w“m“ﬂ‘u‘“‘H“
m/z--> 20 60 80 100 120 140 160 180
Abundance #22083: Nonane, 4-methyl- T
57.0 10.00
m/z 41.00  28.90%
5000
29.0 ‘ 98.0
om_\\”_"\1_”7‘9‘-9“«H_Hlﬁz‘-@“_w
m/z--> 20 60 80 100 120 140 160 180 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 unknown-04 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.121 10.89 ug/L 285986 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanone, methyl-2-propynylhy... 124 C7H12N2 075268-08-5 38
2 2-Propanone, methyl-2-propynylhy... 124 C7H12N2 075268-08-5 30
3 1-Propene, 1-(2-propenyloxy)-, (E)- 98 C6H100 061142-13-0 27
4 trans-1,4-Bis(aminomethyl)cycloh... 142 C8H18N2 010029-07-9 27
5 3-Octyne, 6-methyl- 124 C9H16 062108-34-3 27

Abundance Scan 2824 (10.120 min): VV021951.D\data.ms (-2819) (- m/z 43.00 100.00%

43.0 57.0 ' '
85.0
5000
1.1
— =
L
ouw‘w}m,w‘! :,;“1wm}“H_M‘_HU;HH,‘J‘;“,WWW m/z 57.08  99.14%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #11873: 2-Propanone, methyl-2-propynylhydrazone
56.0 83.0 124.0
42.0
5000 ~ SWSE
10.00 10.50
28.0 m/z 67.00 69.65%
‘ 109.0
O\\‘\\\”‘\\\‘1‘\}‘\\’}“\’\\Kﬂ.\o\\\“l\\\‘\\\\‘\\\\“\\\\’\ \\’\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #11872: 2-Propanone, methyl-2-propynylhydrazone
56.0 85.0 124.0
—r —
42.0 10.00 10.50
5000 ITI/Z 41.00 67.11%
28.0 109.0
O < |
O ettt b e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #3691: 1-Propene, 1-(2-propenyloxy)-, (E)- — ——
41.0 10.00 10.50
m/z 85.00 52.04%
5000
56.0
27.0 ‘ ‘
7 0 980
m/z--> 20 30 40 50 60 70 80 90 100110120130140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic1@.513 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
10.513 8.08 ug/L 212346  1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 72
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 72
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 64
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 52
5 Cycloheptane, methyl- 112 C8H16 004126-78-7 52

Abundance Scan 2946 (10.513 min): VV021951.D\data.ms (-2938) (- m/z 97.10 100.00%

55.0 97.1
5000
70.0 140.1 1 1
i
ob el T wyz ss.ee 96.39%
miz--> 20 40 60 80 100 120 140
Abundance #7675: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0
5000 — :
112.0 10.50
390 00 m/z 41.60  33.64%
O\1\5\-0’\“\‘\\‘i“\\‘\h!“\Hﬂ\\[“h\\f‘“\\f‘\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
— T
10.50
5000 ITI/Z 83.00 32.30%
112.0
39,0
I
NI L0 Y D N
miz--> 20 40 60 80 100 120 140
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans- —— ‘
55.0 97.0 10.50
m/z 56.05 31.92%
5000
112.0
39f 7?0
ok I b -
m/z--> 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\

Data File : VV@21951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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-2-methyl- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
10.738 4.88 ug/L 128130 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 92
2 Mesitylene 120 C9H12 000108-67-8 70
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 70
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 70
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 70
Abundance Scan 3016 (10.738 min): VV021951.D\data.ms (-3008) (- m/z 105.00 100.00%
105.0
5000
81.0
39.0 10.50 11.00
63 1L4.0
P SN T | | M 1920 msz 119.95  30.34%
m/z--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 AA A
10.50 11.00
m/z 81.00 30.11%
77.0
0 \1\5\.(‘) T \3\9".(\) T ‘\5\9‘.‘0\‘\ T \M‘ T \‘1 T ‘H‘\ \;]\.'“2\.(\)\ T T T
miz-> 20 40 60 80 100 120 140
Abundance #10695: Mesitylene
105.0
—— —
10.50 11.00
5000 m/z 67.00 15.19%
39.0 59.0 77.0 ‘
) S i Y N Y
miz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl- —— —
105.0 10.50 11.00
m/z 96.00 14.31%
5000
79.0
39.0 H ‘
) S OVER | M N VY S— S —
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_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 32
R.T. EstConc Area Relative to ISTD R.T.
10.883 8.11 ug/L 212979 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 80
2 Decane, 4-methyl- 156 C11H24 002847-72-5 78
3 Decane, 4-methyl- 156 C11H24 002847-72-5 72
4 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 64
5 Octane, 3-ethyl- 142 C1OH22 005881-17-4 59
Abundance Scan 3061 (10.882 min): VV021951.D\data.ms (-3053) (- m/z 71.10 100.00%
71.1
43.0
5000
‘ s 10.50 11.00
96.0
156.1
o‘H‘HHWmlw;‘i‘M“‘U‘_‘M‘_Hl??‘lm_ m/z 57.05 79.82%
miz--> 20 40 60 80 100 120 140 160
Abundance #33089: Decane, 4-methyl-
43.0
71.0
5000
10 50 11 00
112.0 m/z 43.00 79.26%
O\\\‘Z\G‘W\\\‘i‘}\\“!“\\\ B\\\‘\\h\‘\\\\‘\\l\SiG.‘o\
miz--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0
71.0 - e
10.50 11.00
5000 m/z 70.00 39.46%
112.0
o‘“‘Zq‘b"m‘!‘_umwhH_‘!“_m,“l??"q
miz--> 40 60 80 100 120 140 160
Abundance #33082: Decane, 4-methyl- — —
43.0 71.0 10.50 11.00
m/z 41.00 36.17%
5000
112.0
baso | W o L asse VY
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclic11.156 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
11.156 8.24 ug/L 216394 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 87
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 83
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 80
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 68
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 59

Abundance Scan 3146 (11.156 min): VV021951.D\data.ms (-3138) (- m/z 83.05 100.00%

83.0
55.0
5000
140.1 o T,
37L m‘ ‘ 111.0 11.00 11.50
ot m/z 55.00  68.14%
m/z--> 20 40 60 80 100 120 140
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 7 ——
11.00 11.50
m/z 82.00 63.66%
29.0 140.0
O \\\‘\H\ \“H\\\“!“ \‘}“\ T “1 T \“\]-]\-]\"\0‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #20678: Cyclohexane, butyl-
83.0
55.0 R T
11.00 11.50
5000 m/Z 41.00 35.21%
29.0 140.0
PSR N RN T
miz--> 20 40 60 80 100 120 140
Abundance #20677: Cyclohexane, butyl- T T
55.0 83.0 11.00 11.50
m/z 67.00  27.34%
5000
29.0 140.0
om‘“1““1””“‘!‘_‘1“"H‘m_l‘llﬁp_”wum —— ——
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_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 54
R.T. EstConc Area Relative to ISTD R.T.
11.374 3.62 ug/L 95207 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 86
2 Decane, 2-methyl- 156 C11H24 006975-98-0 64
3 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 53
4 Decane, 2-methyl- 156 C11H24 006975-98-0 53
5 Decane, 4-methyl- 156 C11H24 002847-72-5 47

Abundance Scan 3214 (11.374 min): VV021951.D\data.ms (-3209) (- m/z 57.00 100.00%
57.0

5000
85.1 Uﬁ
o1 AL e
‘ H | H 138.1 11.00 11.50
Ol e m/z 43.00 88.81%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #33087: Decane, 2-methyl-
43.0
71.0
5000 — —
11.00 11.50
m/z 71.00 61.46%
113.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #33086: Decane, 2-methyl-
43.0
— =
11.00 11.50
m/z 41.00 43.76%
5000 71.0
0 ‘“}§feu“hlHuq‘Nuwﬁ“q%%f;?‘%?ﬂﬂq““u““‘w“‘,“
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #126388: Octane, 1,1'-oxybis- — —
57.0 11.00 11.50
m/z 85.10  35.84%
5000
84.0
29.0 ‘ 112.0
oo by | 3430 _ae50 zac U LINIL,
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 52
R.T. EstConc Area Relative to ISTD R.T.
11.464 3.91 ug/L 102689 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 93
2 Undecane, 3,4-dimethyl- 184 C13H28 017312-78-6 59
3 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 43
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 38
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 38
Abundance Scan 3242 (11.464 min): VV021951.D\data.ms (-3236) (- m/z 57.00 100.00%
57.0
5000 85.0
126.1 — ‘mfﬁfv\A
39 ‘ 154.1 11.50
0 \\\‘\\\\leﬁ“w J‘Mw“l \H\HML\\‘\\\W m/z 71.00 67.05%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33085: Decane, 3-methyl-
57.0
5000 T
29.0 85.0 11.50
m/z 43.00 56.40%
126.0
O\\\‘\‘i\\“‘}\\h“\\\“1\\\‘\\\\‘\“\\\‘\\1\5\6‘0\
miz--> 20 40 60 80 100 120 140 160
Abundance #59051: Undecane, 3,4-dimethyl-
43.0
71.0 —_
11.50
5000 m/z 85.00 48.06%
126.0
97.0
o220l il b T 1950
miz--> 20 40 60 80 100 120 140 160
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester — LA
57.0 11.50
m/z 41.00 41.23%
85.0
5000
29.0 113.0
0 “"JJ‘NH“wu;‘M“Hu““‘d““““““‘ —
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_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 Benzene, 1,2-diethyl- Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
11.548 7.24 ug/L 190071 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 94
2 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 94
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 93
4 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 91
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90

m/z 105.00 100.00%

Abundance Scan 3268 (11.548 min): VV021951.D\data.ms (-3256) (-
1

05.0
5000 134.1
T \
51.0 770 ‘ 11.50
o NPT | O R~ Sy P P Y FOPe
m/z--> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 1150
91.0 :
m/z 134.05 41.59%
39.0 65.0
0 \1\5\.0‘\‘\‘\ \“‘\ \“V\"‘\‘\ T \“‘ i “H\ \‘1H T \.‘ T T
m/z--> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 M
A AN A
11.50
5000 ITI/Z 117.00 26.68%
91.0
41.0 65.0
i N T - I
m/z--> 20 40 60 80 100 120 140 /v
Abundance #17034: Benzene, 1,3-diethyl- = ‘
119.0 11.50
m/z 91.00 25.03%
5000
39.0 910
- 65.0 ‘
0 \\\‘mﬁ\JH\JUWNJ\\M‘\Hw\NH\WJl\}\§P\\\\ : —
m/z--> 20 40 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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, 2-ethyl-1,3-dimethyl- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
12.018 10.32 ug/L 271214 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 3414 (12.017 min): VV021951.D\data.ms (-3408) (-  m/z 119.05 100.00%
119.1
5000
91.0
390 %990 TR s ey :
ot e e m/z 134.05 32.16%
m/z--> 20 40 60 80 100 120 140
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 /\f\j\ﬂ‘ﬂ‘ /\‘ AA
12.00
m/z 91.00 15.10%
39.0 91.0
R T et P R 1450
O\\\‘\\\\’\\‘i‘\“1“\\\”‘\\\\‘W\\‘\“\\\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0
R \
12.00
5000 m/z 120.05 10.12%
91.0
olaso NP %80 L L Al 1RO
miz--> 20 40 60 80 100 120 140 /\ /\ J\
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- : ‘/\‘ ‘f/\ !
119.0 12.00
m/z 117.05 8.16%
5000
91.0
39.0 65.0 ‘
41150 L 880 Ly w80 N

m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 Indan, 1-methyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
12.120 8.02 ug/L 210743  1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 87
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 83
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 83
4 Benzene, 1l-ethenyl-4-ethyl- 132 C1OH12 003454-07-7 74
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 72

Abundance Scan 3446 (12.120 min): VV021951.D\data.ms (-3436) (- m/z 117.00 100.00%

117.0 ‘
5000 \A
—r
90 91.0 12.00 12.50
o — m u‘u‘“ IR0 I ABST 1681 91405 31.66%
miz--> 20 60 8 100 120 140 160
Abundance #16104: Indan, 1-methyl-
117.0
5000 W N
12 00 12.50
m/z 132.00 30.02%
91.0
39.0 65.0 4
O‘\‘\\\“\\‘\\“h‘\\\“\\‘\\‘\\\‘\J\W\‘\.‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0
—f ~a
12.00 12.50
5000 m/z 91.ee 12.57%
91.0
51.0 ‘
o220 e TR L A0
miz--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene T 7
117.0 12.00 12.50
m/z 57.10 11.65%
5000
91.0
51.0
0 27\0‘ \‘u \\\74P Ll th “HH‘HH

miz--> 20 40 60 100 140 160 12,00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 cis-Decalin, 2-syn-methyl- Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.

12.262 4.88 ug/L 128082 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 78
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 64
3 Pulegone 152 C1eH160 000089-82-7 53
4 Cyclohexanone, 2-methyl-5-(1-met... 152 C10H160 005948-04-9 50
5 (+)-Dihydrocarvone 152 C1eH160 005524-05-0 50

Abundance Scan 3490 (12.262 min): VV021951. D\data.ms (-3478) (- m/z 133.00 100.00%

81.0 38.0 1520
5000 M
110.0 T "A/\
‘ 12.00 12.50
or ol Wb myz sl.ee  89.12%
miz--> 120 140 160
Abundance #29494.c5—Decahn,25yn4neﬁwh
95.0
5000 — ——
152.0 12.00 12.50
m/z 152.00 85.89%
H 123.0
O' ‘\\\\“}\\\“\\\‘\|\\\\
m/z--> 100 120 140 160
Abundance #29490.Uans—Decahn,2—methyL
81.0
ks : ‘/\w £
55.0 152.0 12.00 12.50
5000 m/z 67.00 78.19%
29.0 109.0
|l Lm0
0 “‘H“‘;“‘ A e e A
m/z--> 60 80 100 120 140 160
Abundance #29064: Pulegone T ——
81.0 12.00 12.50
152.0 m/z 119.05 68.37%
5000 41.0 109.0
ol dlead b b I
m/z--> 20 40 60 8 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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: Cyclicl12.371 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
12.371 5.33 ug/L 140125 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 70
2 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 70
3 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 70
4 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 62
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 58
Abundance Scan 3524 (12.371 min): VV021951.D\data.ms (-3515) (- m/z 83.00 100.00%
83.0
55.0
5000
154.1 has —
Fos.o 126.1 12.00 12.50
0! S N S MR m/z 55.00 77.18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #43577: Cyclohexane, (4-methylpentyl)-
83.0
55.0
5000 — —
12.00 12.50
m/z 82.00 65.59%
29.0
O T ‘ \‘\‘\ T \‘ ‘ \HM\ T “1 T \‘1‘0\5\.‘0\ \].‘2‘\‘5\'9\ ‘ L ‘1-\6}8.\0\
miz--> 20 40 60 80 100 120 140 160
Abundance  #13293: Cyclopentane, 1-methyl-3-(1-methylethyl)-
55.0 83.0
ro F
12.00 12.50
5000 111.0 m/z 41.00 44.15%
27.0 ‘
o) N A b e
miz--> 20 40 60 80 100 120 140 160
Abundance  #13292: Cyclopentane, 1-methyl-3-(1-methylethyl)- — ——
55.0 12.00 12.50
m/z 69.00 38.25%
83.0
5000
27‘.0 ‘ 111.0
0 “‘J“M“W“‘ R L B A A — ——
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_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 1-Methyldecahydronaphthalene Concentration Rank 55

R.T. EstConc Area Relative to ISTD R.T.
12.471 3.41 ug/L 89519 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 83
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 83
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 64
4 Bicyclo[3.3.2]decan-9-one 152 C10H160 028054-91-3 55
5 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 46

Abundance Scan3555(12471nﬂm vv021951cndmarns(3547)cj m/z 152.05 100.00%

410 610 es0 51
5000
133[0 “AWMAqu
| 418 12.50
(Y LfT+#TT m/z 67.00 93.11%
m/z--> 20 40 60 100 120 140 160
Abundance #29497: l-MethyIdecahydronaphthalene
410 670
152.0
5000 U
12.50
m/z 95.00  84.84%
Il 123.0 |
O\‘\\\\ “\ ‘\\‘\\‘\\\“\\\\‘\\\\

?

miz--> 20 40 60 100 120 140 160
Abundance #29506:Naphthdene,decahydﬂr24neﬂwk
41.0 67.0
95.0 152.0 ——
12.50
5000 ITI/Z 82.00 84.51%
h 123.0
0! —aﬁwmwﬂﬁﬂ“‘h“w“ B
miz--> 20 40 60 80 100 120 140 160
Abundance #29507 Naphthmene decahydro-2-methyl- e
152.0 12.50
m/z 41.00 82.62%
5000
109.0 J
‘ 135.0
o “w“‘““““ [ —
m/z--> 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 58 Benzene, 1-methyl-4-(1-meth... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
12.551 3.03 ug/L 79625 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 64
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 64
3 o-Cymene 134 C1leH14 000527-84-4 50
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 50
5 o-Cymene 134 C10H14 000527-84-4 50
Abundance Scan 3580 (12.551 min): VV021951.D\data.ms (-3573) (- m/z 119.10 100.00%
119.1
5000
91.0 148.0
T \
41.0 649 ‘ 12.50
] M bl u‘wl ~ ‘1‘77"‘1 m/z 131.80  53.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 ! YA :
12.50
010 148.0 m/z 91.00 38.61%
0. 80yl |
0 H\‘\‘\H“‘H‘H“\‘\H“‘HH"M\‘\“‘\H‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
R \
12.50
5000 m/z 148.00 34.14%
91.0
390 65.0 ‘
o280 I b
miz--> 20 40 60 80 100 120 140 160 180 N
Abundance #16997: 0-Cymene e AL
119.0 12.50
m/z 133.00 24.74%
5000
w0 I
. 65.0
0 H\‘\‘\ku‘\ H“H‘\H‘”‘H‘M,‘}H \w‘l\\\‘\‘\\\\‘\\\\‘\ s J‘\/‘\ ‘
m/z--> 20 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 Benzene, 1-ethenyl-4-ethyl- Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
12.728 4.42 ug/L 116040 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 93
2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 81
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 76
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 76

Abundance Scan 3635 (12.728 min): VV021951.D\data.ms (-3628) (- m/z 117.00 100.00%

11y7.0
5000
91.0 P —~
12.50 13.00
209 \ ‘ H ‘H 1481 206.9 9
0“‘_“AHWM‘WHWW‘MWNM“M$WW‘1h“u“u“_“‘ m/z 132.00 38.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
11y.0
5000 L ‘ ‘/\‘”[
12.50 13.00
o 010 m/z 115.00 27.49%
270, 7 ) ‘ I
O\\\‘\‘H\‘H‘\\‘1H\“H‘\\‘Hi‘\H‘\M‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
M AT s
12.50 13.00
5000 ITI/Z 106.05 24.46%
91.0
270 *1° ‘ I ‘
O bt el el
m/z--> 20 40 60 80 100 120 140 160 180 200 Awhﬁa
Abundance #16104: Indan, 1-methyl- P TR
117.0 12.50 13.00
m/z 105.00 23.55%
5000
300 650 +0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 Benzene, 1-methyl-4-(2-prop... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.882 13.26 ug/L 348274 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 55

2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 50
3 o-Cymene 134 C1oH14 000527-84-4 50
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 50
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 50

Abundance Scan 3683 (12.882 min): VV021951.D\data.ms (-3667) (- m/z 119.05 100.00%

119.1
5000

12. 50 13 00
0- m/z 117.00 82.43%

m/z--> 20 40 60 80 100 120 140 160
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-
117.0

5000
91.0 1250 1300
m/z 134.05 44.,15%
27.0
O\\\’\\\\“\\‘\\\‘\\Hb‘\\‘}\““‘\\‘\‘U‘\‘\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
12.50 13.00
5000 ITI/Z 132.05 28.04%
91.0
0 “‘,N“‘ﬂ“J““““““W Wl“J\“““““
m/z--> 20 40 60 80 100 120 140 160 /\ AAA/A
Abundance #16997: 0-Cymene T A ma

119.0 12.50 13.00
m/z 115.00 27.83%

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

SFAMVLMO81621WMA.M Thu Aug 26 16:34:05 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
13.043 3.03 ug/L 79608 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 6-methyl- 184 C13H28 006044-71-9 55
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 38
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 38
4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 35
5 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 35

Abundance Scan 3733 (13.043 min): VV021951.D\data.ms (-3726) (- m/z 57.00 100.00%
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0 H‘“‘M”w,“‘w i u“w A el 2008 0 7100 48.61%
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O\\\\‘\‘\‘\\“‘\\\‘!“\‘\“i\"”\\\“‘\\1‘\‘\\]\-\4‘0\.\0\\‘\\\]\-‘8\4\.\0\‘\\\\
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&“ykﬁ b At g
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 Benzene, (3-methyl-2-butenyl)- Concentration Rank 57

R.T. EstConc Area Relative to ISTD R.T.
13.217 3.30 ug/L 86655 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 87

Abundance Scan 3787 (13.217 min): VV021951.D\data.ms (-3779) (- m/z 131.00 100.00%

131.0
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Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- e P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 63 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.

13.272 2.52 ug/L 66282 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 56
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 55
3 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C1l1lH16 134329-46-7 49
4 3,4-Dimethylcumene 148 C11H16 1000370-34-1 46
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 43

Abundance Scan 3804 (13.271 min): VV021951.D\data.ms (-3796) (- m/z 133.00 100.00%
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Abundance #26435: 1,5,6,7-Tetramethylbicyclo[3.2.0]hepta-2,6-diene
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@82521\
Data File : VV021951.D

Acqg On : 25 Aug 2021 16:00

Operator : SY/MD

Sample : M3526-07MEDL 5X

Misc : 6.19g/5.0mL/100uL/5.0emL/MSVOA_V/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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|
2-Ethyl-oxetane 3.031 4.6 ug/L 96480 1 5.616 1044130 50.0
(DEL) Alkane: C.. 3.754 4.7 ug/L 98612 1 5.616 1044130 50.0
(DEL) Alkane: S.. 4.761 4.8 ug/L 99617 1 5.616 1044130 50.0
(DEL) Alkane: S.. 4.905 18.7 wug/L 390239 1 5.616 1044130 50.0
(DEL) Alkane: C.. 5.175 10.0 ug/L 208234 1 5.616 1044130 50.0
(DEL) Alkane: C.. 5.249 8.3 ug/L 174208 1 5.616 1044130 50.0
(DEL) Alkane: C.. 5.320 13.9 ug/L 290881 1 5.616 1044130 50.0
(DEL) Alkane: S.. 5.490 2.8 ug/L 58448 1 5.616 1044130 50.0
(DEL) Alkane: S.. 6.198 3.0 ug/L 63508 1 5.616 1044130 50.0
(DEL) Alkane: S.. 6.256 4.3 ug/L 90267 1 5.616 1044130 50.0
(DEL) Alkane: C.. 6.362 7.3 ug/L 152872 1 5.616 1044130 50.0
(DEL) Alkane: C... 6.461 11.4 wug/L 238716 1 5.616 1044130 50.0
(DEL) Alkane: C... 6.629 14.0 wug/L 291718 1 5.616 1044130 50.0
2,4-Heptadiene,... 6.805 2.6 ug/L 53575 1 5.616 1044130 50.0
(DEL) Alkane: S... 6.918 19.5 ug/L 408074 1 5.616 1044130 50.0
(DEL) Alkane: S... 6.960 5.3 ug/L 1107068 1 5.616 1044130 50.0
(DEL) Alkane: S... 7.079 14.9 wug/L 310958 1 5.616 1044130 50.0
Cyclohexene, 4-... 7.169 7.5 ug/L 157690 1 5.616 1044130 50.0
(DEL) Alkane: C... 7.265 32.9 ug/L 731323 2 8.854 1111880 50.0
(DEL) Alkane: C... 7.442 8.5 wug/L 188570 2 8.854 1111880 50.0
(DEL) Alkane: C... 7.484 3.7 ug/L 83078 2 8.854 1111880 50.0
(DEL) Alkane: C... 7.516 10.0 ug/L 222389 2  8.854 1111880 50.0
(DEL) Alkane: C... 7.789 12.7 ug/L 282126 2 8.854 1111880 50.0
Cyclopentene, 1... 7.844 6.2 ug/L 138655 2 8.854 1111880 50.0
(DEL) Alkane: S... 7.976 3.4 ug/L 74454 2 8.854 1111880 50.0
unknown-01 8.233 14.6 ug/L 325638 2  8.854 1111880 50.0
(DEL) Alkane: C... 8.291 21.3 ug/L 473758 2 8.854 1111880 50.0
(DEL) Alkane: C... 8.352 20.5 wug/L 455109 2  8.854 1111880 50.0
(DEL) Alkane: C... 8.510 12.7 wug/L 282213 2  8.854 1111880 50.0
(DEL) Alkane: S... 8.574 5.3 ug/L 117285 2  8.854 1111880 50.0
(DEL) Alkane: S... 8.667 17.7 ug/L 394195 2 8.854 1111880 50.0
(DEL) Alkane: S... 8.789 21.2 ug/L 471186 2  8.854 1111880 50.0
(DEL) Alkane: C... 9.104 13.1 ug/L 290866 2  8.854 1111880 50.0
(DEL) Alkane: C... 9.156 12.3 wug/L 272356 2  8.854 1111880 50.0
(DEL) Alkane: C... 9.201 14.7 ug/L 326825 2 8.854 1111880 50.0
unknown-02 9.320 7.7 ug/L 172148 2  8.854 1111880 50.0
(DEL) Alkane: C... 9.474 19.5 wug/L 434293 2 8.854 1111880 50.0
unknown-03 9.580 7.8 ug/L 172357 2 8.854 1111880 50.0
(DEL) Alkane: S... 9.712 31.5 wug/L 700939 2 8.854 1111880 50.0
Cyclohexanone, ... 9.802 24.4 ug/L 541416 2  8.854 1111880 50.0
(DEL) Alkane: S... 9.850 8.3 wug/L 183852 2 8.854 1111880 50.0
(DEL) Alkane: S... 10.018 4.0 ug/L 87993 2 8.854 1111880 50.0
(DEL) Alkane: S... 10.088 10.4 ug/L 273651 3 11.252 1313540 50.0
unknown-04 l0.121 10.9 wug/L 285986 3 11.252 1313540 50.0
(DEL) Alkane: C... 10.513 8.1 wug/L 212346 3 11.252 1313540 50.0
Benzene, 1l-ethy... 10.738 4.9 wug/L 128130 3 11.252 1313540 50.0
(DEL) Alkane: S... 10.883 8.1 wug/L 212979 3 11.252 1313540 50.0
(DEL) Alkane: C... 11.156 8.2 wug/L 216394 3 11.252 1313540 50.0
(DEL) Alkane: S... 11.374 3.6 ug/L 95207 3 11.252 1313540 50.0
(DEL) Alkane: S... 11.464 3.9 ug/L 102689 3 11.252 1313540 50.0
Benzene, 1,2-di... 11.548 7.2 ug/L 190071 3 11.252 1313540 50.0
Benzene, 2-ethy... 12.018 10.3 wug/L 271214 3 11.252 1313540 50.0
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Indan, 1-methyl- 12.120 8.0 ug/L 210743 3 11.252 1313540 50.0
cis-Decalin, 2-... 12.262 4.9 ug/L 128082 3 11.252 1313540 50.0
(DEL) Alkane: C... 12.371 5.3 ug/L 140125 3 11.252 1313540 50.0
1-Methyldecahyd... 12.471 3.4 ug/L 89519 3 11.252 1313540 50.0
Benzene, 1-meth... 12.551 3.0 ug/L 79625 3 11.252 1313540 50.0
Benzene, 1l-ethe... 12.728 4.4 ug/L 116040 3 11.252 1313540 50.0
Benzene, 1-meth... 12.882 13.3 wug/L 348274 3 11.252 1313540 50.0
(DEL) Alkane: S... 13.043 3.0 ug/L 79608 3 11.252 1313540 50.0
Benzene, (3-met... 13.217 3.3 ug/L 86655 3 11.252 1313540 50.0
1H-Indene, 2,3-... 13.272 2.5 ug/L 66282 3 11.252 1313540 50.0
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