LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS Vvial : 11 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@21948.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.301 73 81 106 rBV 115790 171205 2.79% 0.162%
2 2.072 308 321 334 rVWV 249886 369123 6.02% 0.350%
3 2.500 427 454 486 rBV 164027 347856 5.67% 0.330%
4 2.735 511 527 544 rBV 108729 219795 3.58% 0.208%
5 3.014 596 614 638 rBV 240301 485465 7.91% 0.460%
6 3.741 825 840 860 rVB2 197369 491045 8.00% 0.465%
7 3.899 878 889 937 rW 67547 261560 4.26%  0.248%
8 4.349 1011 1029 1052 rBV 194637 581023 9.47% 0.551%
9 4.657 1107 1125 1141 rVV4 570437 1428470 23.28% 1.354%
10 4.751 1141 1154 1180 rVB2 170577 481468 7.85% 0.456%
11  4.895 1180 1199 1229 rBV 727513 1980629 32.28% 1.877%
12 5.040 1229 1244 1268 rBV2 549533 1359456 22.16% 1.289%
13 5.165 1268 1283 1295 rVV3 428043 996271 16.24% 0.944%
14  5.243 1296 1307 1318 rVV2 357594 830481 13.53% 0.787%
15 5.313 1318 1329 1348 rVB 621969 1410552 22.99% 1.337%
16 5.484 1369 1382 1407 rVB2 142975 298165 4.86% 0.283%
17 5.616 1409 1423 1461 rBV2 455068 1424646 23.22% 1.350%
18 5.937 1505 1523 1531 rBV5 72215 185247 3.02% 0.176%
19 6.124 1552 1581 1595 rBV3 2293291 6135940 100.00% 5.816%
20 6.194 1595 1603 1612 rVB 158457 257917 4.20% 0.244%
21  6.252 1612 1621 1642 rVB 236882 474683  7.74%  0.450%
22 6.358 1642 1654 1669 rVB 396503 750978 12.24% 0.712%
23 6.458 1670 1685 1701 rVB 593214 1224310 19.95% 1.161%
24  6.571 1701 1720 1726 rBV6 65697 202977 3.31% 0.192%
25 6.628 1726 1738 1763 rVB3 651410 1472948 24.01% 1.396%
26 6.802 1764 1792 1797 rBV 228724 565336 9.21% 0.536%
27 6.915 1818 1827 1835 rBV 1350741 2257617 36.79%  2.140%
28 6.956 1836 1840 1847 rVB2 302114 386695 6.30% 0.367%
29 7.079 1869 1878 1896 rVB 906661 1712264 27.91% 1.623%
30 7.169 1896 1906 1921 rVB5 363572 790325 12.88% 0.749%
31 7.262 1921 1935 1943 rBV2 1873266 3721340 60.65% 3.527%
32 7.439 1979 1990 1998 rBV3 560651 1061700 17.30% 1.006%
33  7.484 1998 2004 2007 rVV2 346702 506304 8.25% 0.480%
34 7.513 2008 2013 2025 rVB 641375 1073862 17.50% 1.018%
35 7.590 2025 2037 2044 rBV4 200882 382742 6.24% 0.363%

36 7.657 2045 2058 2078 rVB 1396556 2801390 45.66% 2.655%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS Vvial : 11 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 7.786 2078 2098 2108 rBV 681306 1411495 23.00% 1.338%
38 7.844 2108 2116 2127 rBV4 401042 716321 11.67% ©.679%
39 7.976 2148 2157 2167 rVB3 251469 433145 7.06% 0.411%
40 8.082 2180 2190 2213 rBV3 1073357 2598301 42.35% 2.463%
41  8.233 2223 2237 2246 rVB3 731953 1710035 27.87% 1.621%
42 8.291 2246 2255 2264 rBV 1494505 2338447 38.11% 2.217%
43 8.352 2264 2274 2284 rBV 1387318 2469723 40.25% 2.341%
44  8.509 2310 2323 2334 rBV2 784064 1528050 24.90% 1.448%
45  8.574 2334 2343 2345 rBV2 581694 792345 12.91% 0.751%
46 8.670 2364 2373 2382 rVB2 1443946 2292048 37.35% 2.173%
47  8.722 2383 2389 2396 rVB4 164177 227138 3.70%  0.215%
48  8.792 2397 2411 2421 rVB 1605218 2764984 45.06% @ 2.621%
49 8.857 2422 2431 2439 rBV 649257 1074564 17.51% 1.019%
50 8.934 2440 2455 2463 rVB4 249470 599928 9.78% 0.569%
51 8.995 2467 2474 2492 rVB5 250712 550605 8.97% 0.522%
52 9.104 2496 2508 2516 rBV4 714610 1576207 25.69% 1.494%
53 9.156 2517 2524 2532 rVV 864819 1388870 22.63% 1.317%
54 9.201 2532 2538 2563 rVB4 615171 1694822 27.62% 1.607%
55 9.320 2564 2575 2594 rBVe 382887 900657 14.68% 0.854%
56 9.413 2596 2604 2609 rBV5 148607 245399 4.00%  0.233%
57 9.477 2610 2624 2633 rBV4 971656 1865841 30.41% 1.769%
58 9.580 2642 2656 2668 rBV6 365810 902431 14.71% 0.855%
59 9.712 2679 2697 2706 rBV5 1732785 3545030 57.77% 3.360%
60 9.802 2715 2725 2735 rBV5 1336623 2549561 41.55% 2.417%
61 9.853 2736 2741 2753 rVB 645711 988901 16.12% 0.937%
62 9.927 2754 2764 2771 rBVS5 237727 529297 8.63% 0.502%
63 9.976 2774 2779 2786 rVV6 264162 380291 6.20% 0.360%
64 10.017 2786 2792 2800 rVV5 383615 532475 8.68% 0.505%
65 10.088 2801 2814 2819 rVV3 795061 1538585 25.07% 1.458%
66 10.120 2820 2824 2837 rVB5 873374 1378349 22.46% 1.307%
67 10.223 2841 2856 2873 rBV6 1280333 3115268 50.77% 2.953%
68 10.358 2892 2898 2902 rBV 149986 203036  3.31% 0.192%
69 10.455 2921 2928 2937 rBV7 217695 374210 6.10% 0.355%
70 10.513 2938 2946 2956 rBV2 759008 1230921 20.06% 1.167%
71 10.738 3008 3016 3025 rBV3 381354 666940 10.87% 0.632%
72 10.882 3053 3061 3071 rBV2 707008 1133301 18.47% 1.074%
73 11.040 3103 3110 3113 rBV3 144689 209289 3.41% 0.198%
74 11.098 3124 3128 3137 rVB3 394818 537843 8.77% 0.510%
75 11.159 3138 3147 3154 rBV3 736948 1204669 19.63% 1.142%

76 11.252 3168 3176 3184 rBV2 930864 1440848 23.48% 1.366%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS Vvial : 11 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 11.297 3185 3190 3196 rVV4 301810 380783 6.21% 0.361%
78 11.339 3197 3203 3208 rVW 265707 347025 5.66% 0.329%
79 11.374 3209 3214 3223 rVB 377928 508256 8.28% 0.482%
80 11.464 3236 3242 3252 rVB2 392188 555104 9.05% 0.526%
81 11.548 3256 3268 3280 rVV3 403545 1009741 16.46% ©.957%
82 11.628 3281 3293 3309 rVBS5 1126168 2552174 41.59% 2.419%
83 12.017 3408 3414 3435 rVB 741351 1355114 22.08%  1.285%
84 12.120 3437 3446 3453 rBV 628746 1074419 17.51% 1.018%
85 12.262 3478 3490 3498 rBV7 351884 710279 11.58% 0.673%
86 12.371 3516 3524 3531 rBV2 463916 782970 12.76% 0.742%
87 12.474 3548 3556 3563 rBV5 284371 495678 8.08% 0.470%
88 12.554 3573 3581 3587 rBV2 293366 410338 6.69% 0.389%
89 12.590 3588 3592 3602 rVvV3 151001 191468 3.12% 0.181%
90 12.644 3604 3609 3624 rVV3 130298 195497 3.19% 0.185%
91 12.728 3628 3635 3643 rVB 290732 380172 6.20% 0.360%
92 12.882 3667 3683 3693 rBV3 929022 1740666 28.37% 1.650%
93 13.004 3715 3721 3726 rBV 128275 165673 2.70% 0.157%
94 13.046 3727 3734 3744 rVWW6 172254 333648 5.44% 0.316%
95 13.220 3779 3788 3796 rBV2 294847 445728  7.26% ©.423%
96 13.271 3796 3804 3811 rBV2 212428 322214 5.25% 0.305%
97 13.371 3829 3835 3841 rBV 180220 212160 3.46% 0.201%
98 13.477 3860 3868 3872 rBV5 111125 186059 3.03% 0.176%
99 13.548 3885 3890 3904 rVB5 102297 175904 2.87% 0.167%
100 14.094 4051 4060 4073 rBV4 99567 222352 3.62% 0.211%

Sum of corrected areas: 105495377
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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
Abundance TIC: VV021948.D\data.ms
6.124
2000000
1500000
1000000
4.895
4.657 5040 5.313
500000 5. 6; 5.616
2.072 3.014 3.741
1.301 k ZJSGO 2.735 /\ /\3 899 4. 349
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\/\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40
Abundance TIC: VV021948.D\data.ms
2000000 7.262 0 712
8‘_2%15 792
352 g.650 0.802
6.915
1500000 7.657 10. 223
11.628
8.082 9 156 9.477 11. 2 2
100.. 10.513
1000000 7.079 8.2 9.104 il 10,882 11159 12.01;
8509 4o 9,853 12
628 /956 7 3543|7186 897 ' 100 10. 738 11.008
0 9 9 6
500000 | lasa || 1844 B @.@@ 5 58 1045 ‘
16 b O 35 1.040
0 7.976 BI722
6.802 ‘ ‘i.(l \ ‘ l“ ‘ l
‘ — — — — — — — —
Time--> 7.00 7.50 8.00 8.50 9.00 9 50 10 00 10 50 11.00 11.50 12.00
Abundance TIC: VV021948.D\data.ms
2000000
1500000
12.882
1000000
500000
0 T T T T T T T T T T T T T T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 (DEL) Alkane: Straight-Chai... Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.
2.735 7.71 ug/L 219795 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
Abundance Scan 527 (2.735 min): VV021948.D\data.ms (-511) (-) m/z 57.00 100.00%
57.0
41.0
5000
| ‘ 711 861 2.40 2.60 2.80 3.00
0l el el m/z 56.00 86.87%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2050: Pentane, 3-methyl-
57.0
29.0 41.0
5000
2.40 2.60 2.80 3.00
m/z 40.95 56.44%
oL20 180 1 O
\\\‘\\\\‘\\\\‘\\\\‘\\\\i\\\\‘\‘\\\‘\\\\‘\\\\‘\\}\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2043: Pentane, 3-methyl-
57.0
410 2.40 2.60 2.80 3.00
: m/z 43.00 22.90%
5000 9.0 /
. 150 | 710 o
e e e e
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2049: Pentane, 3-methyl-
57.0 2.40 2.60 2.80 3.00
m/z 39.00 14.39%
200 410
5000
15.0 ‘ ‘ | 710  86.0
O —rrrrr et e e e T
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Straight-Chai... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
3.014 17.04 ug/L 485465 1,4-Difluorobenzene 5.616

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

Abundance Scan 614 (3.014 min): VV021948.D\data.ms (-596) (-) m/z 57.00 100.00%

57.0
41.0
5000
86.1
‘ 71.0 2.60 2.80 3.00 3.20 3.40
S AN m/z 41.00  65.18%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane
57.0
43.0
5000
2.60 2.80 3.00 3.20 3.40
86.0 m/z 43.00 60.34%
71.0
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\1‘\\\\“\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
41.0 2.60 2.80 3.00 3.20 3.40
5000 m/z 56.00 50.30%
29.0 86.0
71.0
0 1.0
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane
57.0 2.60 2.80 3.00 3.20 3.40
43.0 m/z 42.60  30.65%
29.0
5000
86.0
0 15‘-0 | ‘ 71.0
0 : | I \

m/z--> 0O 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Cyclic3.741 Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
3.741 17.23 ug/L 491045 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
3 Cyclohexane 84 C6H12 000110-82-7 83
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
Abundance Scan 840 (3.741 min): VV021948.D\data.ms (-825) (-) m/z 56.00 100.00%
56.0
5000 41.0 69.0 ‘\/k
T e
‘ ‘ ‘ 84.0 3.40 3.60 3.80 4.00
o 1] T u_m‘uw_“w‘ m/z 41.00  46.22%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0
3.40 3.60 3.80 4.00
m/z 69.00 44.93%
28.0 M ‘ 84.0
O \\\‘\\\\‘]\-ﬁ\.(\)‘\\}H“\\\}}\‘\\\i‘\u‘\‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
A
41.0 3.40 3.60 3.80 4.00
5000 m/z 55.00 25.18%
69.0
27.0
P A
0 "‘1"9"_1?(9‘H;H,M;HHWWM_H‘:,HH_!HW
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane B ERAERAREERREEEE
56.0 3.40 3.60 3.80 4.00
84.0 m/z 42.00 20.57%
5000 410
69.0
il I I
Y IRNUURNS -1 JONNTINNON | O OO OO O OO A1 S,
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 52
R.T. EstConc Area Relative to ISTD R.T.
4.751 16.90 ug/L 481468 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 49
5 Heptane 100 C7H16 000142-82-5 47

Abundance Scan 1154 (4.751 min): VV021948.D\data.ms (-1141) (-) m/z 56.00 100.00%

56.0
43.0
5000 71.0
4.40 460 480 5.00
| I | 850 1001 ARAT ST
O B L A L R m/z 43.00 75.21%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 58.0
5000
29.0 71.0 4.40 4.60 4.80 5.00
m/z 57.00 64.44%
Ll 0 o
O\\\’\\\\’\\\\’\\\\’\\\\’\\\’\\\\‘i\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
430 56.0
4.40 4.60 4.80 5.00
5000 m/z 41.00 58.02%
29.0 71.0
|
A A L e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl- R e RS ERE R
43.0 56.0 4.40 4.60 4.80 5.00
m/z 71.00 44.65%
5000
29.0 71.0
Ll
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00

SFAMVLMO81621WMA.M Thu Aug 26 16:30:25 2021 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4.895 69.51 ug/L 1980630 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 94
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
4 Heptane 100 C7H16 000142-82-5 64
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 59

Abundance Scan 1199 (4.895 min): VV021948.D\data.ms (-1180) (-) m/z 43.00 100.00%

43.0 ' '
71.1
5000
M 85.1 100.1 4.60 4.80 5.00 5.20
0t m/z 71,100 72.08%
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 70.10 66.02%
150 \‘ | 820 1000
O \\\‘\\H‘\\\\’\\\\‘\H\‘\}\\‘\\\\’\\\\‘\H\‘\\\\‘\\\\’H\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
4.60 4.80 5.00 5.20
5000 57.0 70.0 m/z 57.00 58.65%
29.0
so || 50 100
Ot et e et e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl-
43.0 4.60 4.80 5.00 5.20
m/z 41.00 51.96%
5000 29.0 57.0 71.0 J\M/\
85.0 100.0
obzo 20 MUl Ll 850 10
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20

SFAMVLMO81621WMA.M Thu Aug 26 16:30:25 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Cyclic5.165 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
5.165 34.97 ug/L 996271 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-, cis- 98 C7H14 002532-58-3 91
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 87
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 70

Abundance Scan 1283 (5.165 min): VV021948.D\data.ms (-1268) (-) m/z 70.05 100.00%
70.0

56.0
83.0
‘ “ | 98.1 4.80 5.00 5.20 5.40
0Ll L L w2 se.ee 67.54%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans-
56.0 70.0
41.0
5000
27.0 4.80 5.00 5.20 5.40
83.0 )
‘ ‘ 98.0 m/z 55.00 58.99%
O \\\]-‘.9\\‘lﬁho\’\\{!‘\\\\"\‘\\\“\H ‘\‘1\\‘} ‘\\1\‘{1\\‘\\\‘1‘\\\\‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
a1 4.80 5.00 5.20 5.40
5000 0 m/z 41.60 47.54%
83.0
‘ 98.0
0 H‘_m_m,‘ww,“ww IO S
miz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0 4.80 5.00 5.20 5.40
41.0 m/z 43.00 25.30%
5000
83.0
‘ ‘ 98.0
0 "“"H‘HH,‘m“m,“uwu‘l ‘wm‘; ‘HH‘MH‘\H‘\‘HH‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40

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



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Cyclic5.243 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
5.243  29.15 ug/L 830481 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 91
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 91
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 78

Abundance Scan 1307 (5.243 min): VV021948.D\data.ms (-1296) (-) m/z 70.05 100.00%

56.0 70.0
41.0
5000
83.0
‘ ‘ 98.1 5.00 5.20 5.40 5.60
[ JENE——— | RSP K" ““ m/z 56.80 92.19%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans-
56.0 7Q.0
41.0
5000
27.0 5.00 5.20 5.40 5.60
83.0 o
‘ ‘ 98.0 m/z 55.00 72.56%
O\\\]-‘.9\\‘1\4\)-\0\‘\\{!‘\\\\}\‘\\\“\H‘\‘\\\w‘\\\\‘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
5000 m/z 41.00 53.30%
27.0 83.0
1 L
0 bt e st e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3820: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0 5.00 5.20 5.40 5.60
41.0 m/z 69.00  38.00%
5000
27.
0 83.0
. v
ol 20, 240 WLl
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60

SFAMVLMO81621WMA.M Thu Aug 26 16:30:27 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Cyclic5.313 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
5.313 49.51 ug/L 1410550 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 94
2 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 94
3 Isopropylcyclobutane 98 C7H14 000872-56-0 94
4 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 86
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 86

Abundance Scan 1329 (5.313 min): VV021948.D\data.ms (-1318) (-) m/z 56.00 100.00%

56.0
70.0
41.0
5000
83.1 98.0
‘ ‘ | ‘ ‘ 5.00 5.20 5.40 5.60
0 b et gl et ek m/z 7@.05  72.65%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
41.0
70.0
5000
270 5.00 5.20 5.40 5.60
' 98.0 m/z 55.00 71.74%
o %]
0 \\\1‘.9\\‘1\4\.ho\‘Hi!‘\\\\}\‘\\\“\u ‘\‘H\‘}“\\H‘\‘\H‘HH“HH
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl-
56.0
41.0 70.0 5.00 5.20 5.40 5.60
5000 m/z 41.00 54.65%
27.0 ‘ 83.0 98.0
0 H“H‘W‘H“me‘u‘;»‘wwlL‘Huuhu“»‘w‘u“u‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0 5.00 5.20 5.40 5.60
41.0 .
m/z 69.00 34.83%
70.0
5000 270
98.0
| | = ]
0 H“H‘W‘H“HlM‘Hl}m‘qﬂlL‘kuuu“m‘w‘u“u‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60

SFAMVLMO81621WMA.M Thu Aug 26 16:30:27 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 64
R.T. EstConc Area Relative to ISTD R.T.
5.484 10.46 ug/L 298165 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 87
2 Heptane 100 C7H16 000142-82-5 86
3 Heptane 100 C7H16 000142-82-5 56
4 Heptane 100 C7H16 000142-82-5 52
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 45

Abundance Scan 1382 (5.484 min): VV021948.D\data.ms (-1369) (-) m/z 42.95 100.00%

71.0
57.0
5000
100.1 \\\‘\\\\’\\\\‘\\\\‘\\\\
‘ ‘ | es0 ‘ 5.20 5.40 5.60 5.80 ]
o e e e e e e m/z 71.05 70.86%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane
43.0
5000 57.0 71.0 L L L B L B
29.0 5.20 5.40 5.60 5.80
m/z 40.95 60.58%
100.0
0 15.0 ‘\ “\ ‘\ ‘\ 850 ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H‘\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane
43.0
5.20 5.40 5.60 5.80
5000 570 710 m/z 57.00  58.46%
290 100.0
I
I R < Y e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4461: Heptane
43.0 5.20 5.40 5.60 5.80
m/z 56.00 39.39%
5000 22.0 57.0 710
100.0
030 | e
O -rrrprrrr et e b e e e e e e AN RA RS SR e
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 16:30:28 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 3,5-Dimethylcyclopentene Concentration Rank 74
R.T. EstConc Area Relative to ISTD R.T.
5.937 6.50 ug/L 185247 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 83
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 81
3 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 72
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 72
5 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 64
Abundance Scan 1523 (5.937 min): VV021948.D\data.ms (-1505) (-) m/z 80.95 100.00%
81.0
5000
55.0 9.0
39.0 ‘ | 5.60 5.80 6.00 6.20
0 ronpreeerermher el 3350 mz 79.00  28.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3253: 3,5-Dimethylcyclopentene
81.0
5000 LN L B R B L R
5.60 5.80 6.00 6.20
39.0 ‘ 96.0 m/z 96.05 24.43%
5 0
O \\\‘]-\\5\\0‘\\\‘1“HH“‘HHMH\‘H‘\‘\‘\H‘\‘l\\\‘H‘H‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0
e A
5.60 5.80 6.00 6.20
5000 m/z 54.95 16.78%
39.0 96.0
15.0 “ 56.0
0"W‘ﬁw‘HUwuipu‘_‘uw‘ﬁ‘uﬁhk‘wuhwu‘W‘HW‘H‘_H‘_
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3270: Cyclopentene, 4,4-dimethyl- o RAREEEaEmEE
81.0 5.60 5.80 6.00 6.20
m/z 83.00 13.35%
5000
39.0 96.0
L
0 ‘H‘lusﬂm“H‘:;w;‘w‘Hw‘:wMm_mwwawww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20

SFAMVLMO81621WMA.M Thu Aug 26 16:30:29 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Straight-Chai... Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
6.194 9.05 ug/L 257917 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 87
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 87
3 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 68
4 Acetamide, N-ethenyl-N-methyl- 99 C5HI9NO 003195-78-6 43
5 1-Pyrrolidinecarboxaldehyde 99 C5HO9NO 003760-54-1 43

Abundance Scan 1603 (6.194 min): VV021948.D\data.ms (-1595) (-) m/z 57.00 100.00%

43.0 57.0
5000
71.1 99.0
‘ ‘ 65 0 1341 5.80 6.00 6.20 6.40 6.60
0 H‘_m,ww_m‘wwml\_MJWH;_“ng_lu,” m/z 43.00  82.17%
mlz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8652: Hexane, 2,5-dimethyl-
43.0 57.0
5000 [TT [ T[T rrrr[rT
5.80 6.00 6.20 6.40 6.60
210 71.0 99.0 m/z 41.00  33.88%
[
0 H\‘HH’\M\‘HH‘HH"\}H“\H\M\H‘\"H\\‘HH‘H\HHH‘\EH’H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8643: Hexane, 2,5-dimethyl-
43.0
57.0
5.80 6.00 6.20 6.40 6.60
5000 ITI/Z 99.05 25.66%
27.0 71.0 09.0
0 ',,,85'0114'0,
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8641: Hexane, 2,5-dimethyl- R A RRR
57.0 5.80 6.00 6.20 6.40 6.60
43.0 m/z 71.10 25.21%
5000 99.0
71.0
114.0
o 150 ‘\‘ g50 | 1
P e e e e e R RN RRREE
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 16:30:29 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Straight-Chai... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
6.252 16.66 ug/L 474683  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 91
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 76
5 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 72
Abundance Scan 1621 (6.252 min): VV021948.D\data.ms (-1612) (-) m/z 43.00 100.00%
43.0 57.0 85.1
5000
7 S b 60 6.0 6.0
1141 : : : :
0 HwHwwmwWMwu“‘:_Hu‘w‘_!wWW:HW m/z 57.60 94.37%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120
Abundance #8644: Hexane, 2,4-dimethyl-
43.0
57.0
5000
85.0 6.00 6.20 6.40 6.60
29.0 m/z 85.10 89.19%
71.0
0 Ll 99.0 114.0
H\‘HH‘HH‘H\\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8646: Hexane, 2,4-dimethyl-
43.0 57.0
R aE e REmnaRE
85.0 6.00 6.20 6.40 6.60
5000 m/z 41.00 50.64%
29.0 71.0
oL 150 | L || 9901140
e e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120
Abundance #8645: Hexane, 2,4-dimethyl- T e
43.0 6.00 6.20 6.40 6.60
57.0 m/z 56.00 42.82%
5000 85.0
29.0
71.0
0 1.0 15\0 | “\ \‘ | \” ‘\ 99.0 114.0
e e e e e e e e S EERRERE R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Cyclic6.358 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
6.358 26.36 ug/L 750978 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 91
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 87
3 Acetic acid, trifluoro-, 1,5-pen... 296 C9H1OF604 000453-44-1 47
4 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 46
5 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 43

Abundance Scan 1654 (6.358 min): VV021948.D\data.ms (-1642) (-) m/z 69.00 100.00%

69.0
41.0
5000
‘ 98‘-0 6.00 6.20 6.40 6.60
Ol e b m/Z 68.00  76.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3752: Cyclopentane, ethyl-
41.0 69.0
5000
6.00 6.20 6.40 6.60
98.0 m/z 70.05 60.73%
ol 4L
O\\\‘\‘\‘\\\ ‘\ ‘\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3747 Cyclopentane, ethyl-
69.0
R AR
41.0 6.00 6.20 6.40 6.60
5000 m/z 41.00  58.95%
98.0
NECLY I T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #194681: Acetic acid, trifluoro-, 1,5-pentanediyl ester
69.0 6.00 6.20 6.40 6.60
m/z 55.00 50.07%
41.0
5000
99.0
o2l b b o mo L AL
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 (DEL) Alkane: Cyclic6.458 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
6.458 42.97 ug/L 1224310 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 90
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 87
4 2-Heptene, 3-methyl- 112 C8H16 003404-75-9 80
5 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 80

Abundance Scan 1685 (6.458 min): VV021948.D\data.ms (-1670) (-) m/z 70.10 100.00%

70.1
55.0
5000
41.0
“ | ‘ 840 97.1 1121 6.20 6.40 6.60 6.80
0yl 2 T T njz s5.00 65.43%
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  23.15%
27\'\0 \ M\ \ ‘ | 830 970 11\2'0
O\\\’\\\\‘\\\\‘\\\\‘\\\\‘\‘i\‘\‘\\\‘} \\\\‘\w\\‘\\\\‘\\\\‘\\\\‘\\
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
6.20 6.40 6.60 6.80
5000 m/z 69.00  23.11%
41.0
27.0 ‘ 112.0
97.0 .
ob240 M i 3
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 17.24%
55.0
5000
41.0
270 ‘ 97.0 112.0
obaao Il ) sso 97O 120
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 Cyclohexene, 4-methyl- Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
6.571 7.12 ug/L 202977 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 93
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 64
3 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 64
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 60
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 60
Abundance Scan 1720 (6.571 min): VV021948.D\data.ms (-1701) (-) m/z 81.00 100.00%
81.0
1 AJ\A¥JKNJA¥
5000 96.0
39.0
‘ ‘ ‘ ‘ 112.1 6.20 6.40 6.60 6.80
Orerrererreerereere el LU njz ss.ee 56.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3234: Cyclohexene, 4-methyl-
81.0
5000 300 10
67.0 96.0 6.20 6.40 6.60 6.80
m/z 54.00 51.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-
81.0
6.20 6.40 6.60 6.80
5000 67.0 m/z 96.00 41.05%
96.0
39.0
o,,
miz--> 10 20 30 40 50 60 70 80 90 100 110 /\/\
Abundance #3235: Cyclohexene, 4-methyl- R e AR
81.0 6.20 6.40 6.60 6.80
m/z 66.95 40.22%
54.0
5000 390
67.0 96.0
b 289
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Cyclic6.628 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.628 51.70 ug/L 1472950 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 95
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 95
3 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 91
4 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 87
5 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 72

Abundance Scan 1738 (6.628 min): VV021948.D\data.ms (-1726) (-) m/z 70.05 100.00%

55.0 70.0
5000 41.0
84.1
‘ ‘ ‘ 97.0 1121 6.40 6.60 6.80 7.00
Orerrpreer et el L njz ss.e0  s4.e4%
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  79.52%
: ‘ ‘ ‘ 97.0 112.0
O\\\‘\\\\‘\\\‘\"\\\\“\‘\\\“WH\‘\\\H\‘\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7703: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
41.0 6.40 6.60 6.80 7.00
5000 m/z 41.00 42.78%
27.0
84.0 112.0
I
ob 230 Wl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Cyclopentane, 1,2,3-trimethyl- R e AR RAA
56.0 70.0 6.40 6.60 6.80 7.00
m/z 69.05 37.54%
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 17 Cyclobutane, (1-methylethyl... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
6.802 19.84 ug/L 565336 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 87
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 83
3 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 78
4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 72
5 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 72

Abundance Scan 1792 (6.802 min): VV021948.D\data.ms (-1764) (-) m/z 81.00 100.00%
81.0

5000
96.1
39.0 530 67.0 ‘ ‘ 6.40 6.60 6.80 7.00 7.20
0 m‘H‘wm‘,WHHHM‘,‘m‘u‘;mh1“”‘,”“‘_“1}‘2“1‘_ m/z 96.10  28.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000 ‘\\MH‘HH‘HH‘H
6.40 6.60 6.80 7.00 7.20
‘ 530 670 96.0 m/z 78.95 24.35%
O \\\‘\\\\‘\\\\’\\\}i‘\\\\“\‘\‘\\’\\‘\‘\‘\1\‘\“1\\\’\\‘!\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0
O T T
6.40 6.60 6.80 7.00 7.20
5000 ITI/Z 66.95 12.91%
39.0 96.0
53.0
15.0 “ | 670 ‘
0“w‘H‘_‘H,H‘w‘u‘wﬂu,uﬂw‘HWJ‘Hwﬂu‘u‘w‘u‘_
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3253: 3,5-Dimethylcyclopentene e e R
81.0 6.40 6.60 6.80 7.00 7.20
m/z 39.00 12.18%
5000
39.0 . 96.0
s0 | 0
0 ‘H_HwH‘!‘,m"‘mMH,‘m‘wm“‘lm,umwww ARSI NS R AT
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 10
R.T. EstConc Area Relative to ISTD R.T.
6.915 79.23 ug/L 2257620  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 74
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 72
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 64
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 64

Abundance Scan 1827 (6.915 min): VV021948.D\data.ms (-1818) (-) m/z 57.00 100.00%

430 510
5000
70.0 99.0
| H ‘ 114.1 6.60 6.80 7.00 7.20
Orrrrprreeprrerrerdllle 840 L U njz a3.00  84.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8636: Heptane, 2-methyl-
43.0 57.0
5000
290 0.0 6.60 6.80 7.00 7.20
’ 99.0 m/z 41.00 39.41%
|| o
OH\‘\H\‘\H\‘Hf\‘\\f\‘\\\\‘\H\‘\H\‘HH‘HH‘HH‘\\H‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8632: Heptane, 2-methyl-
43.0
57.0 R
6.60 6.80 7.00 7.20
5000 m/z 42.00 38.10%
29.0
70.0 9.0
0 15 0 I . M I “ 85.0 \‘ 114.0
H‘_H‘_Hw‘Hw‘HWH‘WH‘WHH,HH,HH“‘H“‘H“H
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8628: Heptane, 2-methyl-
430 579 6.60 6.80 7.00 7.20
m/z 99.05 22.00%
5000
29.0 70.0 99.0
TN 1 Y T
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
6.956  13.57 ug/L 386695 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 47
3 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 45
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 45
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 42

Abundance Scan 1840 (6.956 min): VV021948.D\data.ms (-1836) (-) m/z 71.10 100.00%

43.0 711
5000 95.1
“ I 1141 6.60 6.80 7.00 7.20
ot e e e m/z 700100 96.21%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8635: Heptane, 4-methyl-
43.0
71.0
5000
6.60 6.80 7.00 7.20
m/z 43.00 92.07%
O\\\’2\6‘.\p\"‘M\\‘{’\\}\’H\\\‘\]\.]\-‘4\'?\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #8630: Heptane, 4-methyl-
43.0
700 6.60 6.80 7.00 7.20
5000 m/z 95.10 44 .,84%
daso | Wl L o weo
miz--> 20 40 60 80 100 120 140 160
Abundance #59101: Decane, 3,3,4-trimethyl- “““_“‘,‘<f¥/Vi¥f
43.0 71.0 6.60 6.80 7.00 7.20
m/z 55.00 32.21%
5000
ol 260 “\ ‘ Loy 990 1290 155.0
el S
m/z--> 20 40 60 80 100 120 140 160 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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.079 60.09 ug/L 1712260 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 83
2 Heptane, 3-methyl- 114 C8H18 000589-81-1 81
3 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 72
4 Butanoic acid, 2-methyl-, 2-meth... 186 C11H2202 083783-88-4 72
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64

Abundance Scan 1878 (7.079 min): VV021948.D\data.ms (-1869) (-) m/z 43.00 100.00%

e
10 574 85.0
5000
‘ 71.0 990 114.1 6.80 7.00 7.20 7.40
Obrprerrprerrprrre el o b m/z 57.18 82.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8629: Heptane, 3-methyl-
43.0
57.0
85.0
5000
6.80 7.00 7.20 7.40
29.0 m/z 85.05 80.73%
O : “ ‘ ‘\ ‘ | 7\%.0 | 990 11\4..0
\\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8631: Heptane, 3-methyl-
43.0
57.0
85.0 6.80 7.00 7.20 7.40
5000 ITI/Z 84.10 51.31%
29.0
114.0
R R RAAR RE AR e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 A M
Abundance #14576: Hexane, 2,3,3-trimethyl- T
43.0 6.80 7.00 7.20 7.40
85.0 m/z 41.00  48.89%
5000
57.0
21.0 71.0
SN VO S 1130
e e e e e e e e R ARERE i

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 Cyclohexene, 1-methyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
7.169 27.74 ug/L 790325 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 91
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 91
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 60
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 60
5 2,4-Hexadiene, 2-methyl- 96 C7H12 028823-41-8 55
Abundance Scan 1906 (7.169 min): VV021948.D\data.ms (-1896) (-) m/z 81.00 100.00%
81.0
55.0
67.
5000 96.0
41.0 111.1
‘ “ H ‘ ‘ 6.80 7.00 7.20 7.40
Obrprrrrprrerpreettbe il il Sl m/z 5500 64.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-
81.0
5000 670 U L L BRI B B
55.0 96.0 6.80 7.00 7.20 7.40
39.0 9
270 ‘ m/z 70.00 63.11%
O\\‘\\\\‘\\\\‘\\\\“\\\\‘HH\\‘\\w\‘\\\‘\“1\\\“\\‘\‘\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3230: Cyclohexene, 1-methyl-
81.0
 ERANEAENmaEas L
6.80 7.00 7.20 7.40
5000 67.0 96.0 m/z 67.00 53.09%
55.0
27.0 39.0 “
o‘WH;Q_HMW‘;‘Hwu‘m_m_HM‘,Em,u“m,w,w,‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3240: Cyclohexene, 3-methyl- T
81.0 6.80 7.00 7.20 7.40
m/z 96.05 39.81%
5000
55.0 68.0 96.0
390
27.0
0‘w%?gw‘H‘HH;H‘W‘H‘_MNM‘H‘M‘WHMW‘H‘M‘H‘
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Cyclic7.262 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.262 173.16 ug/L 3721340 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 94
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 94
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 91
4 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 90
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 90

Abundance Scan 1935 (7.262 min): VV021948.D\data.ms (-1921) (-) m/z 97.05 100.00%
97.0

55.0
5000
112.1
41.0 69.0
“ ‘ " w0 7.00 7.20 7.40 7.60
o‘H‘HH"Hw‘H‘,‘m,m‘M_‘mm"m‘wel_wmw m/z 55.00 72.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7678: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
5000 U L L R B
41.0 112.0 7.00 7.20 7.40 7.60
70 69.0 ' m/z 112.05  30.72%
O\\\‘]-ﬂ.\(\)‘\\\‘\“\\\\"!‘\\\"\‘\‘\\‘\\W\M\\\\8‘%\\0\‘\\\1‘\\\\‘\‘\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7676: Cyclohexane, 1,3- dwneﬂwL cis-
55.0 97.0
e ERLamma Sl
7.00 7.20 7.40 7.60
m/z 41.00 24.53%
5000 41.0
112.0
27.0 69.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7670: Cyclohexane, 1,3- dwneﬂwL cis- e e
55.0 97.0 7.00 7.20 7.40 7.60
m/z 56.00 20.01%
5000
41.0 69.0 112.0
20| ‘ ‘ 83.0
oY S S O o O N MO SV I VAV
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Cyclic7.439 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
7.439  49.40 ug/L 1061700 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-66-3 83
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 72
3 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 64
4 Cyclopentane, 1l-ethyl-3-methyl- 112 C8H16 003726-47-4 64
5 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-65-2 53

Abundance Scan 1990 (7.439 min): VV021948.D\data.ms (-1979) (-) m/z 55.00 100.00%

55.0
83.0 97.0
5000 41.0
69.0
e T
‘ | 1121 7.20 7.40 7.60 7.80
Oberrrrrrr et il sl ol b T myz 83.e5  74.60%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7694: Cyclopentane, 1-ethyl-3-methyl-, cis-
58.0 83.0
41.0
5000
27.0 7.20 7.40 7.60 7.80
69.0 m/z 97.05 74.45%
‘ ‘ ‘ ‘ H 97.0 112.0
O \H‘;\H‘\\‘H‘\\{1‘HH}HH“\HH‘H\}“HH“H‘H‘H\‘\‘H\\‘l\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7668: Cyclohexane, 1,2-dimethyl-, cis-
55.0
97.0
7.20 7.40 7.60 7.80
5000 41.0 83.0 m/z 41.00 48.53%
s9lo 112.0
il
0“W‘HW‘H‘_HH_‘HMLH‘Nﬁ‘uﬂhm‘wlww‘ulwu‘_uu‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7696 Cyclopentane, 1-ethyl-2-methyl-, cis- A REEEEEEEE
55.0 7.20 7.40 7.60 7.80
41.0 83.0 m/z 56.00  42.68%
5000
27.0 69.0
112.0
97.0
0 13,0 R RN
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Cyclic7.484 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
7.484  23.56 ug/L 506304  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-3-methyl- 112 C8H16 003726-47-4 50
2 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 43
3 Cyclopentane, 1-ethyl-2-methyl- 112 C8H16 003726-46-3 43
4 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 43
5 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 38

Abundance Scan 2004 (7.484 min): VV021948.D\data.ms (-1998) (-) m/z 83.05 100.00%
0

83.
55.0
5000
41.0
70.1
‘ ‘ ‘ ‘ 112.1 7.20 7.40 7.60 7.80
o [ O Y m/z 55.00  69.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7663: Cyclopentane, 1-ethyl-3-methyl-
55.0
83.0
5000 410 LB B B B B B BRI B
0.0 7.20 7.40 7.60 7.80
270 m/z 82.00 46.91%
P 970 120
O\\\‘\\\\’\\\1‘{\\\i\‘\\\‘1‘}\\‘\\\‘1“\\\\“\1‘\\‘\\\‘\’\\\1‘1\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7696: Cyclopentane, 1-ethyl-2-methyl-, cis-
55.0
41.0 83.0 N L AL a A Ss
7.20 7.40 7.60 7.80
5000 70.0 m/z 41.00 33.62%
27.0
‘ | 970 1120
0\\\‘\4\ﬁ\,\\1!‘\\\1l\‘u\M\‘\‘\m‘\“\\w‘\m‘m‘\,\m‘!m‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7662: Cyclopentane, 1-ethyl-2-methyl- A RAREEaEEEEL
55.0 7.20 7.40 7.60 7.80
41.0 83.0 m/z 56.00 29.18%
5000 700
27.0
‘ H 112.0
o‘H‘HH,HH‘HH;muphﬁ‘uﬁpuu‘uu‘?%?‘uﬂ‘uw AP e
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 (DEL) Alkane: Cyclic7.513 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.513  49.97 ug/L 1073860 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 72
2 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 72
3 6-Methyl-1,7-diazabicyclo[4.1.0]... 112 C6H12N2 108602-71-7 52
4 3-Octene, (Z)- 112 C8H16 014850-22-7 46
5 2-Octene, (Z)- 112 C8H16 007642-04-8 46
Abundance Scan 2013 (7.513 min): VV021948.D\data.ms (-2008) (-) m/z 55.00 100.00%
55.0 83.0
70.0
41.0
5000
112.1
FoE e ey
‘ | ‘ 97.0 7.20 7.40 7.60 7.80
o"‘,‘HWm‘HH}“‘HNM“_m!“mewm‘wwm_‘ m/z 83.05 94.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7695: Cyclopentane, 1-ethyl-2-methyl-, cis-
55.0
41.0 83.0
70.0
5000
27.0 7.20 7.40 7.60 7.80
m/z 70.00 77.14%
‘ o70 1120
O\\\’\\‘H‘\H!‘H\\l\‘iH“\‘H‘\‘H‘\M“\H‘\“\\‘H‘H\‘\‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7696: Cyclopentane, 1-ethyl-2-methyl-, cis-
55.0
41.0 83.0 s AaB VLol
7.20 7.40 7.60 7.80
5000 70.0 m/z 56.00 65.89%
27.0
‘ 97.0 1120
0\\\,\M\O\‘\\1!‘u\w\‘\ui‘;H\‘\‘\m‘l“\uw‘\m‘m‘wm‘\m‘u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7150: 6-Methyl-1,7-diazabicyclo[4.1.0]heptane O RARRasREemsLEE
42.0 55.0 83.0 7.20 7.40 7.60 7.80
m/z 41.00 59.52%
5000
112.0
68.0
|1 S
o"‘,"‘w‘m‘mwH‘H_‘!‘:‘HH}“Hwlm_1\“_”‘_‘”“” EAVELS-AN AT N et
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Cyclic7.786 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.786 65.68 ug/L 1411500  Chlorobenzene-d5 8.857

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 94
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91
4 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 91
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 91

Abundance Scan 2098 (7.786 min): VV021948.D\data.ms (-2078) (-) m/z 97.05 100.00%
97.0

55.0
5000 112.1
41.0
69.1
I ‘ ‘ 83.0 7.40 7.60 7.80 8.00 8.20
0 HwH_m_m_hHm"_HM1‘Hww‘m_Hl_m_u”ww m/z 55.00  79.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans-
53.0 97.0
5000 410 [TT T T[T T[T i rrrr Tt
112.0 7.40 7.60 7.80 8.00 8.20
27.0 69.0 m/z 112.05 37.82%
T
O\\\‘\\\\‘\\\\“\\\\‘!‘\\\“\‘\\‘\‘\\\‘\l\\\\‘WH\\‘\\!1‘\\\\‘\‘\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
7.40 7.60 7.80 8.00 8.20
5000 41.0 ITI/Z 41.00 29.33%
112.0
27.0 69.0
T
0"WH‘WH‘WH‘WH‘WN‘wuﬂuu‘wu‘wulhu‘wm‘wu‘wu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans- R ABmERERE
55.0 97.0 7.40 7.60 7.80 8.00 8.20
m/z 56.00 23.83%
5000
41.0 112.0
69.0
27.0 ‘ ‘ 83.0
PN O W N AN 1 O WA WA AT\ WA
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 1,4-Hexadiene, 2,3-dimethyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.

7.8aa 33.33 ug/L 716321 Chlorobenzene-ds 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual

,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 72
3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 68
clohexene, 3,5-dimethyl- 110 C8H14 000823-17-6 68
4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 64
»3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 64

VA WN R
R R AR R
..

Abundance Scan 2116 (7.844 min): VV021948.D\data.ms (-2108) (-) m/z 95.00 100.00%

95.0
5000
670 g19 110.1
41.0 M ‘ 261 7.60 7.80 8.00 8.20
Obrrerereer i SO L WLl 1261 e e 26.31%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6763: 1,4-Hexadiene, 2,3-dimethyl-
95.0
41.0
67.0
5000 L L B L L B R B
7.60 7.80 8.00 8.20
27.0 oo 110.0 m/z 110.10  23.12%
1.
‘\ I ?%0 (NN
O\‘\\\}‘\\\}’\H\\‘\1}\‘\\‘\\‘\\\\’\\\\“\‘\1\‘\\\\“‘\\\\’\\\\’\\\
miz--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6752: 1,3-Dimethyl-1-cyclohexene
95.0
I M
7.60 7.80 8.00 8.20
5000 m/z 81.00 20.78%
67.0 110.0
ZN)MO 82.0 «
0 w‘H‘_"hhu‘?}P‘H‘M“ﬁﬁw‘WUJ‘_“quH‘V‘H,H‘
miz--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6750: Cyclohexene, 3,5-dimethyl- P e
95.0 7.60 7.80 8.00 8.20
m/z 83.00 15.17%
67.0
5000
110.0
270 41.0 81.0
H }0 ol ‘
owmwmwmwwm¢wmmw$wwuwmwu AR
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
7.976  20.15 ug/L 433145  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 80
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 72
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 68
5 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 64

Abundance Scan 2157 (7.976 min): VV021948.D\data.ms (-2148) (-) m/z 43.00 100.00%

85.1
5000 570 710
H ‘ L 1131 1281 7.60 7.80 8.00 8.20
Okl 991 11811281 g5 16 76.51%
miz--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14568: Hexane, 2,3,5-trimethyl-
43.0
5000
85.0 7.60 7.80 8.00 8.20
270 570 _ o m/z 57.00  37.79%
0 ‘u L ‘ 98.0 1130 128.0
\\‘\\\\‘\\\\[\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14555: Heptane, 2,4-dimethyl-
43.0
7.60 7.80 8.00 8.20
5000 ITI/Z 71.05 36.44%

|, 99.0 113.0 128.0

m/z--> 20 30 40 50 60 70 80 90 100 110120 130

Abundance #14566: Hexane, 2,3,4-trimethyl-
43.0 7.60 7.80 8.00 8.20

m/z 41.00 31.27%

o
F [&)]
N |
o
~
iy
o
(o]
a1
o

°

5000
290 57.0 71.0 850

Z

0 H _ 99.0 113.0 128.0
““““““ L S e

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Cyclic8.233 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.233  79.57 ug/L 1710040 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, methyl- 126 C9H18 001502-38-1 74
2 1H-Imidazole, 2-ethyl-4,5-dihydr... 112 C6H12N2 000931-35-1 62
3 2-Octene, (Z)- 112 C8H16 007642-04-8 42
4 Cyclohexanone, 3-methyl- 112 C7H120 000591-24-2 38
5 3-Octene, (Z)- 112 C8H16 014850-22-7 38

Abundance Scan 2237 (8.233 min): VV021948.D\data.ms (-2223) (-) m/z 69.00 100.00%

55.0 64.0
41.0
83.0
5000 97.0
112.1
AR o P
‘ ‘ 126.1 8.00 8.20 8.40 8.60
0trrerrrreerretlee il ol e e b m/z 55.00 89.70%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13198: Cyclooctane, methyl-
55.0
41.0 69.0
5000 LA B L I LN L
8.00 8.20 8.40 8.60
27.0 83.0 97.0 111.0 m/z 41.00  70.75%
[ =
OH‘HH‘H\‘\‘\H\i\\\\‘\\\\‘\\\\‘\\\\“\\‘H’H}\‘\H\H\H’H}\‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #7164: 1H-Imidazole, 2-ethyl-4,5-dihydro-4-methyl-
69.0 97.0 112.0
83.0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
8.00 8.20 8.40 8.60
5000 54.0 m/z 56.00  53.80%
39.F
obrrrrrrrerreerler e A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7505: 2-Octene, (2)- S EEARAEEmEEEE s
a0 230 8.00 8.20 8.40 8.60
' m/z 83.05 52.40%
70.0
5000
112.0
27.0
[
oH_m‘m\_m;“uMH‘m‘l“mw:lu,uH"w‘m,ww‘ R
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 30 (DEL) Alkane: Cyclic8.291 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.291 108.81 ug/L 2338450  Chlorobenzene-d5 8.857

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 3,4-Dimethyl-2-hexene 112 C8H16 002213-37-8 53
5 3-Hexene, 2,4-dimethyl- 112 C8H16 082085-14-1 53

Abundance Scan 2255 (8.291 min): VV021948.D\data.ms (-2246) (-) m/z 83.10 100.00%
83.1

55.0
5000
41.0 112.1
o AAENRRERN SR
8.00 8.20 8.40 8.60
\ 601 96.0
Olvrrprrrrprr el it 29 b m/z 55.00 0 64.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7533: Cyclohexane, ethyl-
83.0
55.0
5000 410 L AL B B R
8.00 8.20 8.40 8.60
27.0 112.0 m/z 82.10 47.48%
| i %
O \\\]‘-\3\.‘(\)\‘\\\}‘\\\\i“\\\’\w‘\\‘\\\‘}‘iH\\“\l\\‘\9\\7\.‘0\\\\‘\‘\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7535: Cyclohexane, ethyl-
83.0
R aE T e R
55.0 8.00 8.20 8.40 8.60
5000 m/z 41.00 27.21%
41.0
112.0
27.0 69.0
Obrrerrrreprrsbbrrele el el 370 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536: Cyclohexane, ethyl- R R AARRaEESES S
83.0 8.00 8.20 8.40 8.60
m/z 112.10 27.13%
55.0
5000
41.0
112.0
27.0 69.0
obrrrrreererb il Voo |
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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Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\

Data File : VV021948.D

Library Search Compound Report

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Cyclic8.352

R.T. EstConc Area
8.352 114.92 ug/L

Hit# of 5 Tentative ID

Concentration Rank 5

Relative to ISTD R.T.

2469720 Chlorobenzene-d5

1 Cyclohexane, 1,1,3-trimethyl-
2 Cyclohexane, 1,1,3-trimethyl-
3 Cyclohexane, 1,3,5-trimethyl-
4 1,1,4-Trimethylcyclohexane

5 4-Amino-6-hydroxypyrimidine

111 CAH5N30

Abundance Scan 2274 (8.352 min): VV021948.D\data.ms (-2264) (-)
111.1

003073-66-3 91
003073-66-3 86
001839-63-0 78
007094-27-1 72
001193-22-2 59

m/z 111.10 100.00%

69.0
5000
55.0
o 8a.1 8.00 8.20 8.40 8.60
97.1 126.1 : : : :
oH_m_m_H“i\mm!h_mlHH,“:wuwwl”w:w m/z 69.00  66.26%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 55.0 \‘\\\\‘\\\\‘\\\\‘\\\\’\
41.0 83.0 8.00 8.20 8.40 8.60
' m/z 55.00 34.74%
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
DT T
8.00 8.20 8.40 8.60
5000 41.0 55.0 m/Z 41.00 22.73%
83.0
27.0 ‘
oyl il 970 | 1250
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13261: Cyclohexane, 1,3,5-trimethyl- R AR REERS S
69.0 111.0 8.00 8.20 8.40 8.60
m/z 56.00 18.08%
55.0
5000
41.0 126.0
27.0 83.0
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 12
R.T. EstConc Area Relative to ISTD R.T.
8.509 71.10 ug/L 1528050 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-3-Nonene 126 C9H18 020237-46-1 49
2 3-Nonene 126 C9H18 020063-77-8 49
3 Cycloheptane 98 C7H14 000291-64-5 46
4 Cyclopentane, 1-methyl-2-propyl- 126 C9H18 003728-57-2 46
5 2-Nonene 126 C9H18 002216-38-8 38

Abundance Scan 2323 (8.509 min): VV021948.D\data.ms (-2310) (-) m/z 55.00 100.00%

un: . .
69.0
41.0 97.1
5000
1261 e AAREREEEREE
‘ H ‘ F M # 8.20 8.40 8.60 8.80
O bl HMH““MMM ,“ m/z 56.60 87.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13168: cis-3-Nonene
41.0 58.0
5000 690 LB I R R R L I R |
126.0 8.20 8.40 8.60 8.80
27.0 ‘ 83.0 97.0 m/z 69.00 71.60%
OH\‘\H\‘H\M‘\\H’\‘\Hi\H\\‘H\M“\H‘\“}HH‘H\‘1‘\\\\’\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13161: 3-Nonene
55.0
41.0
R R Na A
8.20 8.40 8.60 8.80
5000 69.0 m/z 70.85  65.59%
126.0
27”0 83.0 97.0
Ottty H“MH WHM“MWHH‘m“_m,uwm“m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3711: Cycloheptane RERAREARE L
41.0 55.0 8.20 8.40 8.60 8.80
70.0 m/z 41.00 57.10%
27.0 98.0
5000
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 31
R.T. EstConc Area Relative to ISTD R.T.
8.574 36.87 ug/L 792345  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 83
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 64
3 1-Octene, 4-methyl- 126 C9H18 013151-12-7 58
4 Piperidine 85 C5H11N 000110-89-4 50
5 Nonane 128 C9H20 000111-84-2 50

Abundance Scan 2343 (8.574 min): VV021948.D\data.ms (-2334) (-) m/z 43.00 100.00%
3.0

84.1
5000
57.0 \‘\\\\‘\\\\’\\\\‘\\\\‘\
1111
| M H 1261 8.20 8.40 8.60 8.80
O e e e e e m/z 84.10 59.18%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14543: Heptane, 2,3-dimethyl-
43.0
5000 L L LI B I BB I
84.0 8.20 8.40 8.60 8.80
57.0 m/z 85.10 46.13%
29.0
o280 - Ll | 99.0113.0128.0
\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14553: Heptane, 2,3-dimethyl-
43.0
S RRGILN LR
8.20 8.40 8.60 8.80
5000 m/z 41.00 31.68%
84.0
27.0 57.0
. [ H 99.0 113.01280
e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13184: 1-Octene, 4-methyl- RAREmEREETEES S
43.0 8.20 8.40 8.60 8.80
m/z 57.05 25.19%
5000
84.0
29.0 57.0 ‘
S TN W (SRS 3
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.670 106.65 ug/L 2292050  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 80
2 Octane, 2-methyl- 128 C9H20 003221-61-2 72
3 Octane, 4-methyl- 128 C9H20 002216-34-4 62
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
5 2-Methylpentyl formate 130 C7H1402 381670-34-4 53

Abundance Scan 2373 (8.670 min): VV021948.D\data.ms (-2364) (-) m/z 43.00 100.00%

43.0
5000 57.0 711
85.1
O REEAREEEEE S
| ‘ H | 001 1131 1281 8.40 8.60 8.80 9.00
O e R e e R E e i R ARRARARS m/z 57.00 49.26%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14534: Octane, 2-methyl-
43.0 57.0 710
85.0
5000 AR RN R
8.40 8.60 8.80 9.00
113.0 m/z 71.10 47.03%
ol I 990 | 1280
O \‘H\\‘HHi\}\\‘\‘\\f“f\f\“H\‘H}\‘HH"\H\‘\\\\‘\H\‘H\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14531: Octane, 2-methyl-
43.0
8.40 8.60 8.80 9.00
5000 57.0 m/z 85.10 37.41%
71.0
29.0
85.0
0 ‘\‘ LI i 1 H 99.0 11?’0 128.0
e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14529: Octane, 4-methyl- R RRRRIEE RN R
43.0 8.40 8.60 8.80 9.00
m/z 41.00 35.62%
5000 71.0 85.0
57.0
29.0
[ S B T PR
O e e e e e e e T
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Straight-Chai... Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
8.722 10.57 ug/L 227138 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 81
2 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 72
3 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 72
4 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 68
5 Cyclohexanone, 2,6-dimethyl- 126 C8H140 002816-57-1 53

Abundance Scan 2389 (8.722 min): VV021948.D\data.ms (-2383) (-)

m/z 69.00 100.00%

69.0
55,0
41.0
5000 97.1
83-0 1261 \\‘\\\\‘\\\\’\\\\‘\\\\‘
‘ ‘ ‘ 1111 8.40 8.60 8.80 9.00
Ol oot Ml L myz se.ee  78.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13222: 3-Heptene, 2,6-dimethyl-
55.0 69.0
41.0
5000 L L R R R I R
8.40 8.60 8.80 9.00
270 83.0 126.0 m/z 55.00  71.83%
“\ “\ \ ‘ liA ‘\ 111.0
OH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\H‘\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13221: 3-Heptene, 2,6-dimethyl-
55.0 9.0
41.0 =
8.40 8.60 8.80 9.00
5000 ITI/Z 41.00 60.85%
27.0 83.0 126.0
‘\‘ H‘ h‘ ‘ \“\ Ll ‘\ 111.0
Ot e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13215: 3-Heptene, 2,6-dimethyl- R R AR ARES
55.0 69.0 8.40 8.60 8.80 9.00
m/z 70.05 42.72%
41.0
5000
27.0 83.0 126.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.792 128.66 ug/L 2764980  Chlorobenzene-d5 8.857

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 87
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 81
4 Octane, 3-methyl- 128 C9H20 002216-33-3 74
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 70

Abundance Scan 2411 (8.792 min): VV021948.D\data.ms (-2397) (-) m/z 57.00 100.00%
57.0

N
w
o

5000
: 98.1 R e e e
H ‘ 71.0 1281 8.40 8.60 8.80 9.00 9.20
Obprrrpreer el ol HBLIZBL s 43,00 25.84%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl-
57.0
5000 [T T T[T T[T T[T rrrrT
90,0 43.0 8.40 8.60 8.80 9.00 9.20
: m/z 41.00 25.55%
71.0 98.0
0H’HH’\H‘}‘HH“}H\‘\\‘\}‘\H\‘H\.H\‘\i‘\\‘\HM‘H\]\-‘:L\S\.HO‘\]-\ZHS‘.?H
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl-
57.0
SRR
8.40 8.60 8.80 9.00 9.20
5000 m/z 56.00 22.22%
43.0
29.0 98.0
olaso Tl uso1zso
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14546: Heptane, 2,5-dimethyl- R ARG RaRE

57.0 8.40 8.60 8.80 9.00 9.20
m/z 98.10 20.17%

5000
43.0

71.0 99.0
\“ | 850 | 113.0128.0

-

29.0 ‘
|

150 |
(L
miz--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 3-Octyne, 2-methyl- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
8.934  27.91 ug/L 599928 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octyne, 2-methyl- 124 C9H16 055402-15-8 72
2 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 64
3 4-Methyl-2-pentyne 82 C6H1e 021020-27-9 59
4 Ethyl (E)-hex-3-enyl carbonate 172 C9H1603 1000373-83-8 53
5 4-Methyl-2-pentyne 82 C6H10 021020-27-9 53

Abundance Scan 2455 (8.934 min): VV021948.D\data.ms (-2440) (-) m/z 67.00 100.00%
67.0

5000 82.0 W
41'0 \\‘\\\\‘\\\\‘\\\\‘\\\\’
H 109.1 124.1 8.60 8.80 9.00 9.20
0m“m_m‘uH‘HH““MMH‘H‘,HMMH“H1*“””‘}””“1‘”“” m/z 82.00 45.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12135: 3-Octyne, 2-methyl-
67.0
5000 410 TTpT T r [T rrprrrry
270 82.0 8.60 8.80 9.00 9.20
m/z 95.00 24.35%
Y
O H\‘\H\‘HH“HHi}\Hi‘”}\‘\‘\M!"H\‘\‘i\‘\H‘\‘\M‘H\\‘H\\‘\l\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6755: Pentalene, octahydro-, cis-
67.0
AR R R R RS
82.0 8.60 8.80 9.00 9.20
5000 ITI/Z 41.00 17.36%
41.0
110.0
0 m“H“Hu“m}lmi‘;‘!‘wH‘H‘,Hm‘““m‘m'wm‘l‘m‘mwm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1374: 4-Methyl-2-pentyne o RARRmEE
67.0 8.60 8.80 9.00 9.20
41.0 m/z 39.00 13.44%
5000 82.0
27.0 ‘
oz Lol bl il VWY U
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Cyclic9.201 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.201 78.86 ug/L 1694820 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 90
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 90
3 cis-1-Ethyl-3-methyl-cyclohexane 126 CO9H18 019489-10-2 87
4 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 86
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 83

Abundance Scan 2538 (9.201 min): VV021948.D\data.ms (-2532) (-) m/z 97.10 100.00%
97.1

55.0
5000
“ | ‘ “‘ 8%.0 | 1111 ‘ 8.80 9.00 9.20 9.40 9.60
Orrprrrr el et Mt et e m/z 55.00  84.40%
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 IR R R
8.80 9.00 9.20 9.40 9.60
41.0 69.0 126.0 m/z 96.05 29.60%
27.0 ‘ ‘ ‘ ‘
OH‘HH‘\H‘\“\H\‘i“\\\“\‘\!‘\‘\\\Mi\\\ﬁﬁg‘\.e‘\Hl‘\\]\-\]_“]\“\\o\‘\\\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0
R A RRRARS ansEE
8.80 9.00 9.20 9.40 9.60
5000 ITI/Z 41.00 27.32%
41.0
69.0 126.0
27.0 ‘ ‘ ‘
0 HWH_H‘\“m‘;!Mwu“lu‘Hu‘:,mﬁﬁ'?_Hl_‘l“l‘l‘}?wuwm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane T
55.0 97.0 8.80 9.00 9.20 9.40 9.60
m/z 69.00 26.57%
5000
0 60 126.0
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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-01 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
9.320 41.91 ug/L 900657 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 46
2 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 38
3 Cyclohexene, 1l-ethyl- 110 C8H14 001453-24-3 38
4 Cyclohexene, 3-(1-methylethyl)- 124 C9H16 003983-08-2 38
5 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 38

Abundance Scan 2575 (9.320 min): VV021948.D\data.ms (-2564) (-) m/z 81.00 100.00%

81.0
55.0
5000
39,0 01111 LA S
‘ “ ‘m H ‘ ‘140,0 9.00 9.20 9.40 9.60
okl lll L ] “m_‘m}” m/z 69.00  69.63%
miz-> 20 40 60 80 100 120 140
Abundance #3236: Cyclohexene, 1-methyl-
81.0
5000 L B L B L B |
550 96.0 9.00 9.20 9.40 9.60
39.0 o
m/z 95.00 58.64%
15.0 ‘
O\\\‘\\ ‘ ‘\H\‘\ ‘\\‘\“‘\\\\‘\\\\‘\\
m/z--> O 100 120 140
Abundance #3229.Cydohexene,34neﬂwh
81.0
N REaRE ST
9.00 9.20 9.40 9.60
5000 ITI/Z 55.00 55.88%
39.0 55.0 96.0
ol 259
m/z--> 80 100 120 140
Abundance #6706: Cydohexene 1-ethyl-  ERARmEREEN ISR,
81.0 9.00 9.20 9.40 9.60
m/z 67.00 41.67%
5000
41.0 110.0
m/z--> 20 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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 61
R.T. EstConc Area Relative to ISTD R.T.
9.413 11.42 ug/L 245399  Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-ethyl- 114 C8H18 000619-99-8 35
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 35
3 Cyclooctane 112 C8H16 000292-64-8 30
4 Decane 142 C1OH22 000124-18-5 30
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 27

Abundance Scan 2604 (9.413 min): VV021948.D\data.ms (-2596) (-) m/z 57.00 100.00%

57.0
95.0
5000
124.1
37 ‘ H ‘ 9.00 9.20 9.40 9.60 9.80
0! ;Mm‘w‘M“WMHWH_m m/z 43.00  96.08%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8627: Hexane, 3-ethyl-
43.0
5000 [T T [ Tr T[T T T[T rTTT
85.0 9.00 9.20 9.40 9.60 9.80
m/z 95.05 78.16%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #45488: Undecane, 5-methyl-
43.0
e RE SR
9.00 9.20 9.40 9.60 9.80
5000 71.0 m/z 81.00 64.51%
112.0
0 o 0 b | 1410 1700
L
miz--> 20 40 60 80 100 120 140 160
Abundance #7497: Cyclooctane e R REAEREE TR
41.0 9.00 9.20 9.40 9.60 9.80
m/z 55.00 60.77%
5000 700 112.0
15.0
0 R — ANV e S
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 (DEL) Alkane: Cyclic9.477 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.477 86.82 ug/L 1865840 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 81
2 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 76
3 Cyclohexane, 1l-ethyl-2-methyl- 126 CO9H18 003728-54-9 68
4 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 64
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 64

Abundance Scan 2624 (9.477 min): VV021948.D\data.ms (-2610) (-) m/z 97.10 100.00%
97.1

55.0
5000
126.1
39 H 7?0 ‘ ‘ 9.20 9.40 9.60 9.80
Otk e 421 nsz s5.00  68.70%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13284: Cyclohexane, 1-ethyl-2-methyl-, cis-
55.0 97.0
5000 L L L L LN LI IR
9.20 9.40 9.60 9.80
m/z 41.00 25.51%
70.0 126.0
O H‘\\H‘\\?REP\\\“\H!\‘\\\‘ﬂ\H\“\‘\‘\\’HM‘\H\“\\H‘Hl\‘\\\\‘\\\\’\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13239: 1Ethyl4methylcyc|0hexane
55.0 97.0
A N R
9.20 9.40 9.60 9.80
5000 ITI/Z 57.10 21.91%
126.0
0 H""""‘“‘1“H_wlwww‘”",H‘!"""m_mww”,‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
550 97.0 9.20 9.40 9.60 9.80
m/z 43.00 21.24%
5000
390 | 7(#,0 ‘ 126.0
VOV N R S B VW11 PNOR 4 VA o
m/z--> 20 30 40 50 60 70 80 90 100110120130140 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 Tetrahydrogeranyl butyrate Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
9.580 41.99 ug/L 902431 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrahydrogeranyl butyrate 228 C14H2802 1000428-75-4 50
2 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 50
3 Decyl heptyl ether 256 C17H360 1000406-39-1 47
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 46
5 Nonane, 4-methyl- 142 C10H22 017301-94-9 43

Abundance Scan 2656 (9.580 min): VV021948.D\data.ms (-2642) (-) m/z 57.00 100.00%
57.0

- W
83.0 M
36! 1111 1421 9.50
L TR M m/z 43.00 73.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #109296: Tetrahydrogeranyl butyrate
43.0 70.0
5000 —T ‘
9.50
m/z 70.05 56.37%
111.0 140.0
0 H\‘\i‘\\‘i‘}m ‘\w\\‘\\\q\‘mh‘\‘\‘\\\1\\\\‘\\\}‘8\5\\0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14594: Pentane, 2,2,3,3-tetramethyl-
57.0
T \
9.50
5000 ITI/Z 71.10 53.88%
29.0
‘ ‘ 99.0
0““‘L‘qh‘JN“M‘““AM‘J““H“““H““‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #143658: Decyl heptyl ether P
57.0 9.50

m/z 41.00 51.99%

5000
85.0
290
o L LA iz o

m/z--> 20 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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 2
R.T. EstConc Area Relative to ISTD R.T.
9.712 164.95 ug/L 3545030 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 55
2 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 50
3 Nonane, 3-methyl- 142 C1OH22 005911-04-6 50
4 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 46
5 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 43

Abundance Scan 2697 (9.712 min): VV021948.D\data.ms (-2679) (-) m/z 57.00 100.00%

57.0
5000 41,0 81.0
96.1 113.1 17 T
‘ ‘ ‘ ‘ 9.50 10.00
0l el ol i — 8B m/z 71.85  66.64%
miz--> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl-
57.0
410
5000 s ~
9.50 10.00
113.0 m/z 43.00 50.00%
O 1T ‘2\6‘1\ T \‘i‘\ T \““ T \H}\‘Sﬁ\o\ T ‘ T 1 T ‘ T \J\-4[.2\.0\\
miz--> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl-
57.0
T -
9.50 10.00
5000 ITI/Z 67.00 49,45%
41.0 113.0
85.0
miz--> 20 40 60 80 100 120 140
Abundance #22077: Nonane, 3-methyl- — —
57.0 9.50 10.00
m/z 41.00 47.16%
5000
410
112.0
o 26,0 ‘ | A | 127.0142.0

LIl
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Cyclic9.802 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
o.802 118.63 ug/L 2549560 Chlorobenzene-ds 8.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 comis 001678-92-8 87

2 Cyclohexane, propyl- 126 CSH18 001678-92-8 80
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 80
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 64

Abundance Scan 2725 (9.802 min): VV021948.D\data.ms (-2715) (-) m/z 83.10 100.00%
83.1

55.0
5000
126.1
=5 S
390 | M | 1001 ‘ 9.50 10.00
o E— i b all RS L1420 40 5500 74.96%
m/z--> 20 40 60 80 100 120 140
Abundance #13201: Cyclohexane, propyl-
83.0
55.0
5000 — ——
9.50 10.00
900 126.0 m/z 82.00  63.36%
0 \\\‘\M\\“’H\\1”!“\‘}“\\“1\\Q\S‘IQ\\\‘r‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #13203: Cyclohexane, propyl-
3.0
55.0
=5 ==
9.50 10.00
5000 ITI/Z 41.00 39.17%
39.0 126.0
0 H‘_UH‘,”HJ‘l‘_‘:‘mMm‘_m_m_w
m/z--> 20 40 60 80 100 120 140
Abundance #13196: Cyclohexane, propyl- “ T
55.0 83.0 9.50 10.00
m/z 67.00 27.34%
5000
39,0 126.0
o‘1‘5;0‘“\““‘,“m‘”‘_‘:‘m‘1”“_”‘_‘”‘_” N —_—
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
9.853 46.01 ug/L 988901 Chlorobenzene-d5 8.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 72
2 Heptane, 4-propyl- 142 C10H22 003178-29-8 64
3 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 50
4 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 47
5 Ether, tert-butyl isopropylidene... 154 C10H180 024524-56-9 42

Abundance Scan 2741 (9.853 min): VV021948.D\data.ms (-2736) (-) m/z 57.00 100.00%
57.0

o T M
41)0 T T
‘ b 1421 9.50 10.00
Ol et TBO 1231 1421 0 98 1 43.94%
mlz--> 20 40 60 80 100 120 140
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
5000 41.0 98.0 ‘ T T ‘ T
9.50 10.00
m/z 43.05 41.87%
0 \1\4\0‘ \H\ \“‘i T \“‘ “ Him??"o‘l‘\ T \“ T T \:!-4‘.2\0\\
m/z--> 20 40 60 80 100 120 140
Abundance #22084: Heptane, 4-propyl-
57.0
— —
9.50 10.00
5000 ITI/Z 41.00 20.77%
41.0 98.0
o150 (L A grro | 1420
m/z--> 20 40 60 80 100 120 140
Abundance #22131: Heptane, 3-ethyl-2-methyl- — —
57.0 9.50 10.00
m/z 71.05 14.16%
5000
410 98.0
ol 250 “‘ | 70 | 1140 1420
e e e S e e T e — =~
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
10.017 24.78 ug/L 532475  Chlorobenzene-d5 8.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-ethyl- 142 C1OH22 015869-86-0 49
2 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 47
3 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 43
4 Octane, 2,3-dimethyl- 142 C1OH22 007146-60-3 38
5 Decane 142 C1OH22 000124-18-5 38

Abundance Scan 2792 (10.017 min): VV021948.D\data.ms (-2786) (- m/z 57.00 100.00%

57.0 ' '
5000
98.1
U T
39 dﬂ ‘ ‘ 1241 10.00
79.
o) M i ‘CH B Tt m/z 43.00 59.62%
miz--> 20 40 60 80 100 120 140 160
Abundance #22071: Octane, 4-ethyl-
57.0
5000 ~ :
10.00
29.0 gs.0 1120 m/z 41.60  32.09%
I O I ™:
O\‘\\\‘\\\‘\\\\‘\\\‘\\\\’\\\\“\\\\‘\\\\
miz--> 60 100 120 140 160
Abundance #163251.0xahcaud,Bobwylnonyleﬂer
57.0
R \
10.00
5000 ITI/Z 98.10 26.16%
29.0
85.0
0 H \ ‘ I ‘H ‘M‘ ]n03 0 126.0 171 0
T L L R
miz--> 20 40 60 80 100 120 140 160
Abundance #22131: Heptane, 3-ethyl-2-methyl- = ‘
57.0 10.00
m/z 71.10 25.76%
5000
98.0
290
0 1179.0 142.0
‘_“““H““““““H,““_“““H e
mlz--> 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.088 53.39 ug/L 1538590 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1OH22 017301-94-9 91
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 90
3 Nonane, 4-methyl- 142 C10H22 017301-94-9 90
4 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 64
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 59
Abundance Scan 2814 (10.088 min): VV021948.D\data.ms (-2801) (- 57.00 100.00%
57.0
5000
41)0 98.0
1000
82.0 142.2
o‘H_H““;m‘lumw“““““1‘2‘5‘1‘“”‘ 43.00  59.27%
m/z--> 20 40 60 80 100 120 140
Abundance #22083: Nonane, 4-methyl-
57.0
5000
1000
41,0 71.05 43.13%
98.0
O\\\‘\‘Wb\\“‘\\\H“\?\\.\O‘\‘\\\“‘\1\]-\3\0‘\\\]\-4‘.2\(\)\
miz-> 20 40 60 80 100 120 140
Abundance #22076: Nonane, 4-methyl-
57.0
\
1000
5000 m/z 70.05 40.88%
410 98.0
o zsb | | o | o o
miz--> 20 40 60 80 100 120 140
Abundance #22082: Nonane, 4-methyl- T
57.0 10.00
m/z 41.00 28.71%
5000
410 98.0
142.0
ol 2 »b Al M g0y | uge HO S
m/z--> 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 48 unknown-02 Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
10.120 47.83 ug/L 1378350 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanol, 2-methyl- 100 C6H120 024070-77-7 38
2 1,7-Octadiene-3,6-diol, 2,6-dime... 170 C10H1802 051276-33-6 35
3 2-Penten-1-o0l, 2-methyl-, (Z)- 100 C6H120 016958-20-6 22
4 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 22
5 Bicyclo[2.2.1]heptane, 2-ethyl- 124 C9H16 002146-41-0 18

Abundance Scan 2824 (10.120 min): VV021948.D\data.ms (-2820) (-
57.0

m/z 57.00 100.00%

41,0
5000 85.1
111.1 L LT
| Ll e e
S Al ol L, ol L m/z 43.00  93.67%
miz--> 20 40 60 80 100 120 140
Abundance #4373: Cyclopentanol, 2-methyl-
57.0
5000 820 T T T T T T
41.0 10.00 10.50
m/z 41.00 61.20%
100.0
miz--> 20 40 60 80 100 120 140
Abundance #45140: 1,7-Octadiene-3,6-diol, 2,6-dimethyl-
430 670
P e
10.00 10.50
82.0 o
5000 ITI/Z 67.00 54.07%
27.0
‘ ‘ ‘ ‘ 109.0 137.0
o N R 1 Ot P M
miz--> 20 40 60 80 100 120 140
Abundance #4423: 2-Penten-1-ol, 2-methyl-, (2)- —— ——
41.0 10.00 10.50
71.0 m/z 71.10 43.64%
) M
0 )
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 49 Benzene, propyl- Concentration Rank 71

R.T. EstConc Area Relative to ISTD R.T.
10.358 7.05 ug/L 203036 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 90
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Benzene, propyl- 120 C9H12 000103-65-1 86

5 1,2-Ethanediamine, N-(phenylmeth...

150 C9H14N2

Abundance Scan 2898 (10.358 min): VV021948.D\data.ms (-2892) (-

004152-09-4 64

m/z 91.00 100.00%

91.0
5000
120.1 — =
39.0 65.0 10.00 10.50
b 180 s 106,00 25.17%
miz--> 20 40 60 80 100 120 140
Abundance #10702: Benzene, propyl-
91.0
5000 jL ~1
10.00 10.50
120.0 m/z 92.00 11.30%
39.0 65‘-0 |
O\\\‘\‘\\\“‘\\“\\“\\\\“‘\\‘\\‘\‘\\\“\\\\‘\\
m/z--> 20 80 100 120 140
Abundance #10701: Benzene, propyl-
91.0
= T
10.00 10.50
5000 ITI/Z 65.00 9.35%
120.0
39.0 65‘-0
O T
m/z--> 20 40 60 80 100 120 140
Abundance #10699: Benzene, propyl- “ —
91.0 10.00 10.50
m/z 78.00 6.73%
5000
120.0
65.0
oliso 30 e U
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Cyclic1@.455 Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
10.455 12.99 ug/L 374210 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 60
2 Carbonic acid, allyl cyclohexylm... 198 C11H1803 1000357-80-7 52
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 001678-82-6 49
4 1-Methyl-4-(1-methylethyl)-cyclo... 140 C1l0H20 000099-82-1 46
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 46

Abundance Scan 2928 (10.455 min): VV021948.D\data.ms (-2921) (-  m/z 55.00 100.00%

55.0 97.1
81.0
5000
39)0 125.1 —
AL o
ob—r— ;“‘ m”“ AL J‘;“‘ el “ IS ‘1‘“‘1:2‘ — m/z 97.10  87.65%
miz--> 20 40 60 80 100 120 140
Abundance #20784: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55.0
97.0
5000 T
10.50
81.0 m/z 81.00 71.86%
O \J-\S\.O‘ T ‘\‘\ \"“\ T \Hl“ \M“\ \H“‘\ T “ LI \]-‘2:\3.\0\ T ‘ L
miz--> 20 40 60 80 100 120 140
Abundance  #73393: Carbonic acid, allyl cyclohexylmethyl ester
55.0 81.0 97.0
—r
10.50
5000 ITI/Z 96.10 71.50%
39/0 ‘ ‘
O+ \‘,‘“1 \ \‘1“‘ Al “‘\ i \1\1\7"0\” R
miz--> 20 40 60 80 100 120 140
Abundance #20791: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- P
55.0 97.0 10.50
m/z 41.00 37.37%
5000
39,0 ‘ 81.0 140.0
o"w‘UH‘,“HM‘_H‘H e e
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 Benzene, 1-ethyl-2-methyl- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
10.738 23.14 ug/L 666940 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 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 92
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 91
4 Mesitylene 120 C9H12 000108-67-8 70
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 70
Abundance Scan 3016 (10.738 min): VV021948.D\data.ms (-3008) (- m/z 105.00 100.00%
105.0
5000
81.0
39.0 10.50 11.00
63 1p4.1
] SRS . pJ?‘ Wu A H Moehs L 194D s 81,05 33.27%
m/z--> 20 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 —r— ——
10.50 11.00
m/z 120.05 30.59%
77.0
0 \1\5\-0’\‘\ \3\9".(\)\‘\5\9‘.9\ T \M‘ T \‘1 T ‘H‘\ Tt “2\.(\)\ L L e
miz--> 20 40 60 80 100 120 140 160
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
LA -l
10.50 11.00
5000 m/z 67.00 17.05%
79.0
39.0 H
) SR NSRS | SN S VY RS—
miz--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl- —— —
105.0 10.50 11.00
m/z 95.00 16.60%
39.0 77.0
O"‘,“"“,H“‘1‘5‘9"9"““"“m“1‘”3"“2"9“_”“‘ e e
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
10.882 39.33 ug/L 1133300 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 87
2 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 78
3 Decane, 4-methyl- 156 C11H24 002847-72-5 74
4 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 72
5 Octane, 3,3-dimethyl- 142 C1OH22 004110-44-5 72

Abundance Scan 3061 (10.882 min): VV021948.D\data.ms (-3053) (- m/z 71.10 100.00%
1

71.
43.0
5000
‘ 113.1 o —5
96.0 ‘ 156.1 10.50 11.00
bl !“ e TR L 1891561 T 43 ee 79.96%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33082: Decane, 4-methyl-
430 710
5000 — —
10.50 11.00
m/z 57.00 75.16%
‘ | 112.0
15.0 ‘ ‘ 156.0
O\\\‘\!\\ \\‘\“\\M\“H\\\‘\\!\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #22125: Heptane, 3,3,5-trimethyl-
71.0
— ——
10.50 11.00
5000 43.0 m/z 70.05 38.40%
113.0
oo | U omo [
miz--> 20 40 60 80 100 120 140 160
Abundance #33089: Decane, 4-methyl- “ —
43.0 10.50 11.00
1.0 m/z 41.00  36.79%
5000
112.0
ool L L e L e VT
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00

SFAMVLMO81621WMA.M Thu Aug 26 16:30:58 2021 Page: 56



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 (DEL) Alkane: Straight-Chai... Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.
11.040 7.26 ug/L 209289 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 49
2 Undecane 156 C11H24 001120-21-4 49
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 47
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 43
5 Nonadecane 268 C19H40 000629-92-5 43

Abundance Scan 3110 (11.040 min): VV021948.D\data.ms (-3103) (- m/z 57.10 100.00%
57.1

97.1
5000
T T
IR Eve
I} i ‘M Wl m/z 71.05  74.44%
miz--> 50 100 150 200 250
Abundance #33092: Decane, 3-methyl-
57.0
5000 havla :
11.00
L m/z 43.00 72.46%
127.0
O \z\d\o‘\‘ ‘ ‘\ Hl‘ \“ T H.‘ T \“\ T ’ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33080: Undecane
57.0
] T
11.00
5000 ITI/Z 41.00 63.32%
98.0 156.0
RPE O e P
miz--> 50 100 150 200 250
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester P ‘
57.0 11.00
m/z 55.00 60.36%
5000
97.0
ol 2804 | “lw | 1390 1820 2240 207 —
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 (DEL) Alkane: Straight-Chai... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.

11.098 18.66 ug/L 537843 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 64
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 47
3 5,5-Dimethyl-3-oxo-1-pyrroline, ... 127 C6HINO2 1000305-98-3 46
4 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 43
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 43

Abundance Scan 3128 (11.098 min): VV021948.D\data.ms (-3124) (- m/z 57.10 100.00%
57.1

85.1
127.1
39 05.0 11,00 11'50
| ‘\% ‘.\ I 156.2 . : 9
01 R L m/z 71.10 76.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33085: Decane, 3-methyl-
57.0
5000 —7 —
29.0 85.0 11.00 11.50
m/z 85.10 51.52%
126.0
Ll L | 156.0
OH\‘\M\HHM \“\‘\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #45512: Decane, 3,8-dimethyl-
57.0
— —
11.00 11.50
85.0 o
5000 ITI/Z 43.00 50.35%
113.0 141.0
B | T S S N :
m/z--> 20 40 60 80 100 120 140 160
Abundance #13502: 5,5-Dimethyl-3-oxo-1-pyrroline, 1-oxide e —
71.0 11.00 11.50
41.0 1270 m/z 41.00 48.35%
- \/A\AAW\fJJ\LJMAAA/J
Ot \\$‘H!u‘t\u‘\\\\wl\\‘\u\‘\\\\ T !
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50

SFAMVLMO81621WMA.M Thu Aug 26 16:31:00 2021 Page: 58



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 (DEL) Alkane: Cyclic11.159 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.

11.159 41.80 ug/L 1204670 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 80
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 68
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 64
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 59
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 58

Abundance Scan 3147 (11.159 min): VV021948.D\data.ms (-3138) (- m/z 83.10 100.00%

83.1
55.0
5000
140.0 — —=
2g ‘ 1111 11.00 11.50
) SN | . el b m/z 55.00  69.72%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000 7 ——
11.00 11.50
290.0 140.0 m/Z 82.05 66.78%
O\\\‘\H\ ‘i”\\\ \\“1\\\“\1:\'-]\“\()‘\\\\“\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #20678: Cyclohexane, butyl-
83.0
55.0 T 7 LN
11.00 11.50
5000 m/z 41.00 37.63%
29.0 140.0
PO A X M
m/z--> 20 40 60 80 100 120 140 160
Abundance #20675: Cyclohexane, butyl- T 7
83.0 11.00 11.50
m/z 69.00 31.58%
55.0
5000
29.0 140.0
o R T - N W S
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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: Straight-Chai... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.

11.339 12.04 ug/L 347025 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 68
2 Decane, 4-methyl- 156 C11H24 002847-72-5 68
3 Octane, 3-ethyl- 142 C1eH22 005881-17-4 59
4 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 53
5 Oxalic acid, 2-ethylhexyl pentyl... 272 C15H2804 1000309-38-7 50

Abundance Scan 3203 (11.339 min): VV021948.D\data.ms (-3197) (- m/z 71.10 100.00%

711 ‘
43.0
5000
105.0

0 m/z 43.00  72.54%

11. 00 11 50

‘ “‘ 123.1 156.2

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

Abundance #33089:Decane,44neﬂwh

43.0
71.0
5000

11. 00 11 50

m/z 57.00 62.36%

112.0
26 | 910 | 156.0
‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #33082: Decane, 4-methyl-
43.0 71.0

o

11. 00 11 50
5000 m/z 70.00 45.16%
‘ ‘ 112.0
olaso | WL Ly T aseo
miz--> 20 40 60 80 100 120 140 160
Abundance #22073: Octane, 3-ethyl-
71.0 11. 00 11 50
43.0 m/z 105.00 36.42%
5000
112.0
otao [l Ll L a0
m/z--> 20 40 60 80 100 120 140 160 11. 00 11 50

SFAMVLMO81621WMA.M Thu Aug 26 16:31:01 2021 Page: 60



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 (DEL) Alkane: Straight-Chai... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
11.374 17.64 ug/L 508256 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 90
2 Decane, 2-methyl- 156 C11H24 006975-98-0 81
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 64
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 59
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 58

Abundance Scan 3214 (11.374 min): VV021948.D\data.ms (-3209) (- m/z 57.00 100.00%

57.0
5000 85.1
112.1 T T
‘ H ! H ‘ 141.2 11.00 11.50 .
O T LA B L o m/z 43.00 96.24%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #33083: Decane, 2-methyl-
57.0
5000 11‘06 ‘11‘50‘
29.0 850 - 71.05 . 68.25%
‘. 112.0 m/z . .25%
0 \‘\\\\‘\‘\\\ r‘\\h“‘\\‘M\“u‘\H“\\!‘\‘\\}\4‘;\.(\)\!‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #33087: Decane, 2-methyl-
43.0
r— =
11.00 11.50
71.0 o
5000 ITI/Z 41.00 47 .68%
113.0
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #45487: Undecane, 2-methyl- “ 7
43.0 11.00 11.50
m/z 85.10 38.47%
71.0
5000
99.0 127.0
155.0
O‘“‘1‘5"?““‘““1"M“‘“‘m“JuH““‘HH““H‘H‘“‘HH A St
m/z--> 0 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 58 (DEL) Alkane: Straight-Chai... Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
11.464 19.26 ug/L 555104 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 87
2 Decane, 3-methyl- 156 C11H24 013151-34-3 76
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 50
4 Carbonic acid, decyl vinyl ester 228 C13H2403 1000383-25-7 43
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 43

Abundance Scan 3242 (11.464 min): VV021948.D\data.ms (-3236) (- m/z 57.05 100.00%
57.0
126.1 —
11.50
154.2
N ! ““:““%0‘5‘“9“‘HWWHWH_H m/z 71.65 71.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33085: Decane, 3-methyl-
57.0
5000 R
29.0 85.0 11.50
m/z 43.00 55.27%
126.0
O\\\‘\‘i\\u}\\‘ ‘\\“}\“1‘\\\‘\\\\‘\‘\\\‘\}\5\6‘0\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33092: Decane, 3-methyl-
57.0
——
11.50
5000 m/z 85.10 50.07%
20.0 85.0
127.0
om_‘m_” e 1980
miz--> 60 80 100 120 140 160 180
Abundance #59047: Dodecane, 3-methyl- —
57.0 11.50
m/z 41.00 48.77%
5000
85.0
29.0
0 ‘\ I A | 113.0 | 1840
H““H““““‘_““H‘“‘H““H““w“‘ e
mlz--> 60 80 100 120 140 160 180 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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, 1,2-diethyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
11.548 35.04 ug/L 1009740 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 93
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 91
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 90
4 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 87
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 87

Abundance Scan 3268 (11.548 min): VV021948.D\data.ms (-3256) (- m/z 105.00 100.00%

105.0
5000 134.1
T \
51.0 77.0 ‘ 11.50
Ol h “‘\ I ool ‘1‘5“""‘2‘ —  m/z 119.85 97.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 1150
91.0 :
m/z 134.05 46.50%
39.0 65.0
0 \1\5\.(‘)\‘\‘\ \"‘\ \“\‘\“‘\‘\ T \“‘ - ‘U'”\ \‘M T \‘\ (LI A
m/z--> 20 40 60 80 100 120 140 160
Abundance #17026: Benzene, 1,2-diethyl-
105.0
11.50
5000 134.0 ITI/Z 117.00 28.21%
77.0
39.0 ‘
I L IO O Y I
m/z--> 20 40 60 80 100 120 140 160
Abundance #17031: Benzene, 1,4-diethyl-
119.0 11.50
m/z 91.00 27.03%
5000
91.0
41.0 65.0 ‘ ‘
) STty | R N | S — A
m/z--> 20 40 60 80 100 120 140 160 11.50

SFAMVLMO81621WMA.M Thu Aug 26 16:31:03 2021 Page: 63



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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-ethyl-2,4-dimethyl- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
12.017 47.02 ug/L 1355110 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94

Abundance Scan 3414 (12.017 min): VV021948.D\data.ms (-3408) (- m/z 119.05 100.00%
119.1

5000
91.0
M0 80 | | 11 2
AR S PR WM S | B m/z 134.85  29.46%
miz--> 20 40 60 80 100 120 140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
12.00
m/z 91.00 14.06%
91.0
0 15.0 . 39\\0 L 6?0 L ‘ iyl \\“ 13\50
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl-
119.0
T \
12.00
5000 ITI/Z 120.10 9.56%
. 91.0
%90 es0 | 1350
Ot e e b
miz--> 20 40 60 80 100 120 140
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 12.00
m/z 117.00 8.97%
5000
91.0
olis0 A0, o0 L L .l RO Bl
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 Benzene, 1-ethenyl-3-ethyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
12.120 37.28 ug/L 1074420 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 87
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 83

Abundance Scan 3446 (12.120 min): VV021948.D\data.ms (-3437) (- m/z 117.00 100.00%
.0

117
5000
—r .
390 57.1 91.0 L” %51 12.00 12.50
Ol gl M ABSL 1703 0 195 00 32.06%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
12.00 12.50
91.0 m/z 132.05 28.58%
51.0
Ot ‘2\7‘\-0\\“ T \“1‘\“‘1‘?3\‘79‘ T \“\ ™7 T M‘\ LI B
miz--> 20 40 60 80 100 120 140 160
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0
— —
12.00 12.50
5000 ITI/Z 91.00 13.88%
91.0
ol 220 0 a0 L
miz--> 20 40 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl- T —T
117.0 12.00 12.50
m/z 57.10 11.24%
5000
39.0 65.0 910
) YN YR VRN | -2 e —
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 Naphthalene, decahydro-2-me... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.

12.262  24.65 ug/L 710279 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 89
2 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 59
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 58
4 Cyclohexanone, 2-methyl-5-(1-met... 152 C10H160 005948-04-9 55
5 Pulegone 152 C10H160 000089-82-7 55

Abundance Scan 3490 (12.262 min): VV021948.D\data.ms (-3478) (- m/z 81.00 100.00%
81.0

133.1152.1
5000 55.0
110.1 T T
12.00 12.50
oLl M‘MMMHH m/z 152.85  93.59%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 s = L
12.00 12.50
109.0 m/z 133.05 90.84%
0 3 ‘\i“‘\\“llwsgp‘\\‘\‘\‘\\H
m/z--> 20 40 60 80 100 120 140 160
Abundance #26380: Benzene, 2,4-diethyl-1-methyl-
138.0
7 -
12.00 12.50
5000 m/z 95.10  74.73%
91.0
115/0
300 650 ‘
PR P T )
miz--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl- — —
81.0 12.00 12.50
m/z 67.00 73.45%
55.0 152.0
5000
29.0 109.0
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 63 (DEL) Alkane: Cyclicl12.371 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
12.371  27.17 ug/L 782970 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 64
2 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 62
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 58
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 53
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 47
Abundance Scan 3524 (12.371 min): VV021948.D\data.ms (-3516) (-~ m/z 83.05 100.00%
83.0
55.0
5000
154.2 ~ .
111.1 12.00 12.50
o3& L w3300 L myz ss.ee 72.84%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #13293: Cyclopentane, 1-methyl-3-(1-methylethyl)-
55.0 83.0
5000 111.0 T T T
12.00 12.50
m/z 82.00 68.67%
27.0 “
O\‘\‘\‘\\i\\‘\““\h \\\"\\}\‘\‘\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance  #13292: Cyclopentane, 1-methyl-3-(1-methylethyl)-
55.0
— ——
83.0 12.00 12.50
5000 m/z 41.00 45.,94%
27.0 ‘ 111.0
0 “‘H“M“W“‘ u‘fl“‘,‘w““““‘“““‘
miz--> 20 40 60 80 100 120 140 160
Abundance #20733: Cyclohexane, (2-methylpropyl)- “ —
55.0 12.00 12.50
83.0
m/z 69.05 41.15%
- J\/\V\A\/\M
27.0
TN O e
O\‘\iwwi‘\\\‘\“\\"1\\1"\\\\‘\\\\}\\\\‘\\\\ — ——
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 64 1-Methyldecahydronaphthalene Concentration Rank 50

R.T. EstConc Area Relative to ISTD R.T.
12.474 17.20 ug/L 495678 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 96
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 96
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 90
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 81
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 74

Abundance Scan 3556 (12.474 min): VV021948.D\data.ms (-3548) (-  m/z 152.05 100.00%
67.0 95.0 152.1

41.0
5000

N

133,0

B
12.50

1500
L1700 /7 67.e0  93.78%

=

0
miz--> 20 40 60 80 100 120 140 160
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0 67.0
950 152.0

5000 T

12.50
m/z 95.00 86.56%

=

“12&0
O }\‘\H\‘\\‘\\‘H\\\“\\\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #29497: 1-Methyldecahydronaphthalene

41.0 67.0

95.0

T
12.50

m/z 81.00 78.06%

152.0

5000

=
3

h 123.0 ‘
0 %ﬁ@:ﬂMH“M‘HM“W““_“‘

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

Abundance #29490: trans-Decalin, 2-methyl- —

81.0 12.50
m/z 82.00 76.31%
55.0 152.0
5000
29.0 109.0
\ H 1350 )

0! e -
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 65 Benzene, 1-methyl-4-(1-meth... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
12.554 14.24 ug/L 410338 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 60
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 52
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 46
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 46
5 o-Cymene 134 C10H14 000527-84-4 46

Abundance Scan 3581 (12.554 min): VV021948.D\data.ms (-3573) (- m/z 119.05 100.00%

119.1
5000
91.0 148.1
41.0 64.9 UL ‘ 12.50
YT P T 0 T M ol AT s 131005 47.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 il :
12.50
910 148.0 m/z 91.00 32.51%
40, 620 |y |
0 H\‘\‘H\‘H‘H“\‘H\‘[HHMH‘\“H\‘\‘H\\’HH‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
T \
12.50
5000 m/z 148.05 29.87%
91.0
39.0 650 ‘ ‘
P Bl i | SN
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- Pl ‘
119.0 12.50
m/z 133.05 22.18%
5000
91.0
39.0 650 ‘ ‘
1T O A | O Vi
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 : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 66 (DEL) Alkane: Straight-Chai... Concentration Rank 73
R.T. EstConc Area Relative to ISTD R.T.

12.590 6.64 ug/L 191468 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 55
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 50
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 38
4 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 30
5 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 30

Abundance Scan 3592 (12.590 min): VV021948.D\data.ms (-3588) (-  m/z 57.00 100.00%
57.0

133.1
85.1
5000
U \
39 05.1 12.50
54.1 o
0! m/z 133.05 64.46%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45490: Undecane, 3-methyl-
57.0
5000 — :
85.0 12.50
29.0 m/z 43.00 55.24%
‘ 141.0
112.0 170.0
O \\\‘\‘\\\‘\\\h’u‘\\“}\‘w\\\“\\\\‘\\\\U\\\\‘\\\\‘
m/z--> 20 60 80 100 120 140 160
Abundance #45512:Decane,&84ﬂmeﬂwh
57.0
—— ‘
12.50
5000 85.0 m/z 71.68  54.52%
113.0 141.0
S A s
m/z--> 20 40 60 80 100 120 140 160
Abundance #45498: Undecane, 3-methyl- T
57.0 12.50
m/z 85.10 52.21%
5000
85.0
29.0
0 \‘ “‘ 4 (1120 1410 1790
H““H““‘“‘w‘“‘_““H“‘H““H“ ——
m/z--> 20 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 67 3,4-Dimethylcumene Concentration Rank 72
R.T. EstConc Area Relative to ISTD R.T.

12.644 6.78 ug/L 195497 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylcumene 148 C11H16 1000370-34-1 90
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 90
3 Benzene, pentamethyl- 148 C1l1H16 000700-12-9 87
4 Benzene, 2,4-dimethyl-1-(1-methy... 148 C1l1H16 004706-89-2 87
5 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 83

Abundance Scan 3609 (12.644 min): VV021948.D\data.ms (-3604) (- m/z 133.05 100.00%
138.1

o M\WM\
105.0 12'50 13'00
a0 770 1% | ‘ 1682 12.50 13.00
(RSN FSDOUYVFHMIN WSS ISR AT RO MRS R L. S m/z 148.05  18.66%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #26348: 3,4-Dimethylcumene
138.0
5000 W A
12.50 13.00
105.0 m/z 105.00 11.20%
41.0 77.0 '
O \‘\\1\5\.‘0\‘\\\“‘\\‘i‘\“w‘\\\““\\‘\‘\“\‘HMH‘\i‘\‘\‘\\‘\\’\\\\’\\
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance  #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
138.0
P Y
12.50 13.00
5000 ITI/Z 134.05 10.71%
150 39.0 65.0 91.0
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #26355: Benzene, pentamethyl- = e
1338.0 12.50 13.00
m/z 91.00 8.01%
5000
91.0
39.0 65.0
m/z--> 0 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 68 Benzene, 1-methyl-2-(2-prop... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.

12.728 13.19 ug/L 380172 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 87
2 Indan, 1-methyl- 132 C10H12 000767-58-8 81
3 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 81
4 Benzene, (1l-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 78
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 76

Abundance Scan 3635 (12.728 min): VV021948.D\data.ms (-3628) (- m/z 117.00 100.00%

117.0

%

5000
91.0
390 650 ‘ 148.1 12.50 13.00
O bbb el wwu‘!_‘U‘H,‘“““‘1“39‘?“2‘97‘1‘ m/z 132.00  38.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
11y.0
5000
12.50 13.00
m/z 115.00 26.05%
390 650 ‘ ‘
O ‘\\\\“\\‘\\“M\\\“\\‘}\“}\\U‘\‘U\‘\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
P o
12.50 13.00
5000 ITI/Z 105.00 24.77%
390 650 O ‘
0 _M‘ﬂ‘JH\WHJ‘HL‘_“W‘Mm,‘u“u“_“W“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16161: 1H-Indene, 2,3-dihydro-2-methyl- —1— —
117.0 12.50 13.00
m/z 106.05 23.60%
5000
39.0 65.0 ‘
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\VVve82521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 69 1-Phenyl-1-butene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.882 60.40 ug/L 1740670 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 86
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 64
3 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 64
4 Benzene, 2-butenyl- 132 C1OH12 001560-06-1 64
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 50

Abundance Scan 3683 (12.882 min): VV021948.D\data.ms (-3667) (- m/z 119.10 100.00%

119.1
5000
91'0 ‘ T T ‘ T
41.0 65.0 12.50 13.00
151.1
o SN ST O A0l m/z 117.00  84.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16107: 1-Phenyl-1-butene
117.0
5000
12.50 13.00
91.0 o
m/z 134.00 43.25%
51.0 ‘
O+ ‘2\7‘\"9\“‘\ \“1”\ “‘}7\1\.‘9‘ i ‘HU‘\ T H‘ \‘”‘r‘\ L A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (Z)-
117.0
=4 P
12.50 13.00
5000 910 m/z 132.05 29.35%
51.0
210‘
0 “ R ““\H{l‘.d\ H p‘:h w!“ u:“h R RRmmeEI
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0 12.50 13.00
m/z 115.00 27.89%
5000
91.0
390 66.0
o5, bt by b gero Aol A
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 70 Benzene, (1,1-dimethylpropyl)- Concentration Rank 77

R.T. EstConc Area Relative to ISTD R.T.
13.004 5.75 ug/L 165673 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 80
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 72
3 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 72
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 59
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 58

Abundance Scan 3721 (13.004 min): VV021948.D\data.ms (-3715) (- m/z 119.00 100.00%

119.0
5000
148.1 A ‘
91.0 13.00
39.0 65.0 -
O 220 090y el L 1783 h; 14gies 23.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26387: Benzene, (1,1-dimethylpropyl)-
119.0
91.0
5000 7
13.00
41.0 m/z 91.00 12.57%
190 | |60 L
O\\\‘\‘\‘\‘\\“\\w“\"\‘\\\“\\}\“m\\‘\“’\\\‘\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26389: Benzene, (1,1-dimethylpropyl)-
119.0
—r ‘
13.00
5000 91.0 m/z 120.85  11.02%
41.0 148.0
ol 280, W B0 L
miz-> 20 40 60 80 100 120 140 160 180
Abundance #26378: Benzene, (1,1-dimethylpropyl)- —
119.0 13.00
m/z 135.05 10.18%
5000 91.0
41.0 148.0
o | o, |
o i NN N BRSBTS SRS B 0
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 71 (DEL) Alkane: Straight-Chai... Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
13.046 11.58 ug/L 333648 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 50
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 50
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 50
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 42
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 42
Abundance Scan 3734 (13.046 min): VV021948.D\data.ms (-3727) (- m/z 57.00 100.00%
57.0
104.0
5000
T \
13.00
0! m/z 104.00 64.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 s :
13.00
m/z 71.10 43.34%
29.0 98.0
O\ T ‘ \‘\‘\ \“‘\ T \‘!“ T \H\ \SIQ\\ T \“‘ T U\ ’ T }\4‘1\.(\)\ T ‘1\6\9\(\)‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
T \
13.00
5000 m/z 43.00 38.82%
29.0 “ 98.0
ol 790 | 4 a0 1840
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl- ——
57.0 13.00
m/z 132.00 30.99%
5000
29.0
98.0
ow‘_M‘“‘1‘_‘“7‘9‘-9”““H‘,“‘1““1;9”}?9;9_” L
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 72 Benzene, (3-methyl-2-butenyl)- Concentration Rank 54

R.T. EstConc Area Relative to ISTD R.T.
13.220 15.47 ug/L 445728 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 94
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 91
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 87

Abundance Scan 3788 (13.220 min): VV021948.D\data.ms (-3779) (-~ m/z 131.00 100.00%
131.0
91.0 13.00 13.50
39.0 643 ' m : :
) B o J_«‘H‘HQ"H el 263 nyz 146.05  24.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 N e
13.00 13.50
390 91.0 m/z 129.00 20.35%
0 630 ‘
O\\H‘\‘V\\"‘H“U\““U\\‘\“‘H‘f\‘%:lw-:lwn\\p‘\‘ L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
P o
91.0 13.00 13.50 .
5000 m/z 114.95 16.54%
39.0
65.0
15.0 ‘
ol 2300 Jd e st M
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- —r— L
131.0 13.00 13.50
m/z 128.00 14.55%
5000 91.0
39.0 65.0 ‘
0"“‘H“M‘WM‘MHu%‘ud‘ﬂﬁ‘h“m“wh‘W““M‘ o =
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50

SFAMVLMO81621WMA.M Thu Aug 26 16:31:12 2021 Page: 76



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 73 Benzene, (1-methyl-1-butenyl)- Concentration Rank 62

R.T. EstConc Area Relative to ISTD R.T.
13.271 11.18 ug/L 322214 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 86
2 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 60
3 Benzene, pentamethyl- 148 C1l1H16 000700-12-9 60
4 Benzene, l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 53
5 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 53

Abundance Scan 3804 (13.271 min): VV021948.D\data.ms (-3796) (- m/z 133.00 100.00%
138.0

91.0 SAL ST
390 65.0 ‘ J 160.1 13.00 13.50
o I e R N b 82l m/z 131,00 60.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25012: Benzene, (1-methyl-1-butenyl)-
131.0
5000 91.0 N .V
13.00 13.50
39.0 650 m/z 148.05 28.35%
O\\\‘\\\\“‘\\“U\‘H “‘Jh‘\\‘l\‘i‘]-\o\&‘\gﬂﬂl\‘\“f\\‘\\\\‘\\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #26396. Benzene, 1-ethyl-4-(1-methylethyl)-
133.0 /\
—r A
13.00 13.50
5000 ITI/Z 146.05 21.34%
105.0
77 0
o280, 450
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26355: Benzene, pentamethyl- A =
138.0 13.00 13.50
m/z 115.00 20.36%
5000
91.0
39.0 65.0
ols0, 30, 80 L b SAnad
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 74 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 68
R.T. EstConc Area Relative to ISTD R.T.
13.371 7.36 ug/L 212160 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 91
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
5 1,3-Cyclopentadiene, 5-(trans-2-... 146 C11H14 079209-36-2 90

Abundance Scan 3835 (13.371 min): VV021948.D\data.ms (-3829) (- m/z 131.00 100.00%

131.0 ‘
5000
= T \/“/\/\/\T‘
13.00 13.50
39.0 64.3 ‘
Ol et e bt ‘uuhw‘ Al 11861 2070 s 146.05  28.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000
13. 00 13 50
91.0 m/z 115.00 16.94%
sl
O\\\\‘\‘\\\‘\\\\“U\\\‘\\\\“\‘\\U‘\‘ \“}M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
13 00 13 50
27.0 51 0 91 0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0 13. 00 13 50
m/z 129.00 11.57%
5000
39.0 ga. 0 91.0
0 | ‘ Ly g ‘ M \H\‘ s P e

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 75 (DEL) Alkane: Cyclic13.477 Concentration Rank 75
R.T. EstConc Area Relative to ISTD R.T.
13.477 6.46 ug/L 186059 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, hexyl- 168 C12H24 004292-75-5 38
2 3-Cyclohexyl-1-chloropropane 160 C9H17C1 001124-62-5 35
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 35
4 Cyclohexane, 1,1'-(1,4-butanediy... 222 C1l6H30 006165-44-2 35
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 35

Abundance Scan 3868 (13.477 min): VV021948.D\data.ms (-3860) (-  m/z 83.00 100.00%
3.0

55.0
5000 145.0
119.0 168.2 R
bbb ] 2073
Ol bl sl Sy Ml L 2071y, g 00 71.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43497: Cyclohexane, hexyl-
83.0
5000 55.0 —
13.50
m/z 55.00 54.06%
29.0 168.0
0 Ll Ll 1110 1400 |
\\\‘\\\1‘\\\1‘\1\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36850: 3-Cyclohexyl-1-chloropropane
83.0
—
55.0 13.50
5000 ITI/Z 145.00 42.78%
60.0
M RO N . Y —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20677: Cyclohexane, butyl- T
55.0 83.0 13.50
m/z 147.05 33.37%
5000
29.0 140.0
0 ‘H"H‘“H‘HJ”u‘“\‘Mp‘!Hu‘l‘l“l:?‘m,uwwwwu LAS
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 76 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 76
R.T. EstConc Area Relative to ISTD R.T.
13.548 6.10 ug/L 175904  1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylcumene 148 C11H16 1000370-34-1 87
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 83
3 Benzene, pentamethyl- 148 C1l1H16 000700-12-9 83
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 81
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 80
Abundance Scan 3890 (13.548 min): VV021948.D\data.ms (-3885) (- m/z 133.05 100.00%
133.1
5000
57.0 105.0 I
L2900 I, [160.11821 207.0 1350
bt bl b WL 1221821 207.0 m/z 148.05  28.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26348: 3,4-Dimethylcumene
138.0
5000 | j\ :
13.50
m/z 57.00 19.38%
770 105.0
O -:L\S\?\‘\\\“‘\\‘\‘\“w‘\\\“"\\‘\\‘\‘\\UH’\\‘\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #26408: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0
R \
13.50
5000 m/z 43.00 16.20%
105.0
39.0 77.0 ‘ ‘ ‘
ol el et Ml
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26354: Benzene, pentamethyl- T
133.0 13.50
m/z 105.00  15.98%
B M[WWW
91.0
R AR A S o
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS vial : 11 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 77 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
14.094 7.72 ug/L 222352 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 81
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 81
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 76
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 76
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 74

Abundance Scan 4060 (14.094 min): VV021948.D\data.ms (-4051) (- m/z 131.05 100.00%
13[L.1

5000
I T
570 910 H 160.0 14.00
0! it 28232072 /7 145.05  28.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 - :
14.00
91.0 m/z 146.00 27.03%
39.0 430 ‘
0 \H\‘\‘V\\"‘\\“1‘\““1‘\\‘\“‘H‘M“‘\‘\ \‘U‘\‘w\HM\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-

131.0 K

14.00
5000 m/z 115.00 19.37%
91.0
15.0 39.0 63.0 ‘ H
o P N S 0 S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- —— ‘
131.0 14.00
m/z 129.00 16.13%
5000
39.0 640 91.0
O\H\‘\‘\H‘,‘H“;H“Um\“H‘H“h\H‘HM\‘1“\”‘””‘””‘”” ——
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@82521\
Data File : VV021948.D

Acqg On : 25 Aug 2021 14:47

Operator : SY/MD

Sample : M3526-07ME

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

ALS Vvial : 11 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|
(DEL) Alkane: S.. 2.735 7.7 ug/L 219795 1 5.616 1424650 50.0
(DEL) Alkane: S.. 3.014 17.0 ug/L 485465 1 5.616 1424650 50.0
(DEL) Alkane: C.. 3.741 17.2 ug/L 491045 1 5.616 1424650 50.0
(DEL) Alkane: S.. 4.751 16.9 ug/L 481468 1 5.616 1424650 50.0
(DEL) Alkane: S.. 4.895 69.5 ug/L 1980630 1 5.616 1424650 50.0
(DEL) Alkane: C.. 5.165 35.0 ug/L 996271 1 5.616 1424650 50.0
(DEL) Alkane: C.. 5.243 29.1 ug/L 830481 1 5.616 1424650 50.0
(DEL) Alkane: C.. 5.313 49.5 wug/L 1410550 1 5.616 1424650 50.0
(DEL) Alkane: S.. 5.484 10.5 wug/L 298165 1 5.616 1424650 50.0
3,5-Dimethylcyc.. 5.937 6.5 ug/L 185247 1 5.616 1424650 50.0
(DEL) Alkane: S.. 6.194 9.1 ug/L 257917 1 5.616 1424650 50.0
(DEL) Alkane: S.. 6.252 16.7 ug/L 474683 1 5.616 1424650 50.0
(DEL) Alkane: C.. 6.358 26.4 wug/L 750978 1 5.616 1424650 50.0
(DEL) Alkane: C. 6.458 43.0 ug/L 1224310 1 5.616 1424650 50.0
Cyclohexene, 4-... 6.571 7.1 ug/L 202977 1 5.616 1424650 50.0
(DEL) Alkane: C... 6.628 51.7 wug/L 1472950 1 5.616 1424650 50.0
Cyclobutane, (1... 6.802 19.8 wug/L 565336 1 5.616 1424650 50.0
(DEL) Alkane: S 6.915 79.2 ug/L 2257620 1 5.616 1424650 50.0
(DEL) Alkane: S 6.956 13.6 ug/L 386695 1 5.616 1424650 50.0
(DEL) Alkane: S. 7.079 60.1 ug/L 1712260 1 5.616 1424650 50.0
Cyclohexene, 1-... 7.169 27.7 ug/L 790325 1 5.616 1424650 50.0
(DEL) Alkane: C.. 7.262 173.2 wug/L 3721340 2  8.857 1074560 50.0
(DEL) Alkane: C.. 7.439 49.4 ug/L 1061700 2 8.857 1074560 50.0
(DEL) Alkane: C.. 7.484 23.6 ug/L 506304 2 8.857 1074560 50.0
(DEL) Alkane: C.. 7.513 50.0 ug/L 1073860 2  8.857 1074560 50.0
(DEL) Alkane: C.. 7.786 65.7 ug/L 1411500 2 8.857 1074560 50.0
1,4-Hexadiene, .. 7.844 33.3 ug/L 716321 2 8.857 1074560 50.0
(DEL) Alkane: S.. 7.976 20.1 wug/L 433145 2  8.857 1074560 50.0
(DEL) Alkane: C.. 8.233 79.6 ug/L 1710040 2  8.857 1074560 50.0
(DEL) Alkane: C.. 8.291 108.8 wug/L 2338450 2  8.857 1074560 50.0
(DEL) Alkane: C.. 8.352 114.9 ug/L 2469720 2 8.857 1074560 50.0
(DEL) Alkane: S.. 8.509 71.1 ug/L 1528050 2  8.857 1074560 50.0
(DEL) Alkane: S.. 8.574 36.9 wug/L 792345 2  8.857 1074560 50.0
(DEL) Alkane: S.. 8.670 106.7 ug/L 2292050 2  8.857 1074560 50.0
(DEL) Alkane: S.. 8.722 10.6 ug/L 227138 2 8.857 1074560 50.0
(DEL) Alkane: S... 8.792 128.7 wug/L 2764980 2  8.857 1074560 50.0
3-Octyne, 2-met... 8.934 27.9 wug/L 599928 2  8.857 1074560 50.0
(DEL) Alkane: C... 9.201 78.9 wug/L 1694820 2  8.857 1074560 50.0
unknown-01 9.320 41.9 ug/L 900657 2 8.857 1074560 50.0
(DEL) Alkane: S... 9.413 11.4 ug/L 245399 2  8.857 1074560 50.0
(DEL) Alkane: C... 9.477 86.8 wug/L 1865840 2  8.857 1074560 50.0
Tetrahydrogeran... 9.580 42.0 ug/L 902431 2  8.857 1074560 50.0
(DEL) Alkane: S.. 9.712 164.9 ug/L 3545030 2 8.857 1074560 50.0
(DEL) Alkane: C.. 9.802 118.6 wug/L 2549560 2  8.857 1074560 50.0
(DEL) Alkane: S.. 9.853 46.0 ug/L 988901 2  8.857 1074560 50.0
(DEL) Alkane: S.. 10.017 24.8 ug/L 532475 2 8.857 1074560 50.0
(DEL) Alkane: S... 10.088 53.4 ug/L 1538590 3 11.252 1440850 50.0
unknown-02 10.120 47.8 ug/L 1378350 3 11.252 1440850 50.0
Benzene, propyl- 10.358 7.0 ug/L 203036 3 11.252 1440850 50.0
(DEL) Alkane: C... 10.455 13.0 ug/L 374210 3 11.252 1440850 50.0
Benzene, 1l-ethy... 10.738 23.1 ug/L 666940 3 11.252 1440850 50.0
(DEL) Alkane: S... 10.882 39.3 wug/L 1133300 3 11.252 1440850 50.0
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(DEL) Alkane: S.. 11.040 7.3 ug/L 209289 3 11.252 1440850 50.0
(DEL) Alkane: S.. 11.098 18.7 ug/L 537843 3 11.252 1440850 50.0
(DEL) Alkane: C.. 11.159 41.8 wug/L 1204670 3 11.252 1440850 50.0
(DEL) Alkane: S.. 11.339 12.0 ug/L 347025 3 11.252 1440850 50.0
(DEL) Alkane: S.. 11.374 17.6 wug/L 508256 3 11.252 1440850 50.0
(DEL) Alkane: S... 11.464 19.3 ug/L 555104 3 11.252 1440850 50.0
Benzene, 1,2-di... 11.548 35.0 ug/L 1009740 3 11.252 1440850 50.0
Benzene, 1-ethy... 12.017 47.0 ug/L 1355110 3 11.252 1440850 50.0
Benzene, 1l-ethe... 12.120 37.3 ug/L 1074420 3 11.252 1440850 50.0
Naphthalene, de... 12.262 24.6 ug/L 710279 3 11.252 1440850 50.0
(DEL) Alkane: C... 12.371 27.2 wug/L 782970 3 11.252 1440850 50.0
1-Methyldecahyd... 12.474 17.2 ug/L 495678 3 11.252 1440850 50.0
Benzene, 1-meth... 12.554 14.2 wug/L 410338 3 11.252 1440850 50.0
(DEL) Alkane: S... 12.590 6.6 ug/L 191468 3 11.252 1440850 50.0
3,4-Dimethylcumene 12.644 6.8 ug/L 195497 3 11.252 1440850 50.0
Benzene, 1-meth... 12.728 13.2 wug/L 380172 3 11.252 1440850 50.0
1-Phenyl-1-butene  12.882 60.4 ug/L 1740670 3 11.252 1440850 50.0
Benzene, (1,1-d... 13.004 5.8 ug/L 165673 3 11.252 1440850 50.0
(DEL) Alkane: S... 13.046 11.6 wug/L 333648 3 11.252 1440850 50.0
Benzene, (3-met... 13.220 15.5 wug/L 445728 3 11.252 1440850 50.0
Benzene, (1-met... 13.271 11.2 ug/L 322214 3 11.252 1440850 50.0
1H-Indene, 2,3-... 13.371 7.4 ug/L 212160 3 11.252 1440850 50.0
(DEL) Alkane: C... 13.477 6.5 ug/L 186059 3 11.252 1440850 50.0
Benzene, 1,3-di... 13.548 6.1 ug/L 175904 3 11.252 1440850 50.0
1H-Indene, 2,3-... 14.094 7.7 ug/L 222352 3 11.252 1440850 50.0
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