LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 27 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\SFAMVLMO42121WMA.M
Title : VOC Analysis

Signal : TIC: VV@21214.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 76 83 102 rBV 280140 372357 10.75% 1.037%
2 1.568 157 164 190 rVB 180006 288159 8.32% 0.803%
3 2.092 317 327 339 rBV 689010 973321 28.11% 2.711%
4 2.281 381 386 391 rvB2 4680 5221 ©0.15% 0.015%
5 2.391 418 420 422 rBV2 1059 493 0.01% 0.001%
6 2.500 445 454 464 rVB4 10645 16435 0.47% 0.046%
7 2.613 479 489 505 rVwv3 7517 17054 0.49% 0.048%
8 2.677 506 509 513 rVW4 661 545 0.02% 0.002%
9 2.709 517 519 523 rBv3 1003 494 0.01% 0.001%
106 2.731 523 526 528 rBV2 908 491 0.01% 0.001%
11  2.799 543 547 550 rBv4 838 719 0.02% 0.002%
12 2.831 555 557 562 rVB4 842 530 0.02% 0.001%
13 2.912 580 582 588 rVB4 847 592 0.02% 0.002%
14 2.957 592 596 598 rVB3 881 546 0.02% 0.002%
15 2.982 598 604 606 rBvV3 624 521 0.02% 0.001%
16 3.092 632 638 641 rBv2 793 831 0.02% 0.002%
17 3.127 646 649 653 rVB3 705 584 0.02% 0.002%
18 3.214 673 676 680 rBV3 1102 767 0.02% 0.002%
19 3.233 680 682 687 rBvV2 836 523 0.02% 0.001%
20 3.339 711 715 718 rVW4 936 884 0.03% 0.002%
21 3.420 735 740 744 rBV4 668 687 0.02% 0.002%
22 3.513 766 769 772 rVB2 1308 709 0.02% 0.002%
23 3.561 779 784 788 rBV2 653 559 0.02% 0.002%
24 3.677 817 820 824 rBV4 1162 883 0.03% 0.002%
25 3.770 846 849 853 rVB3 1009 873 0.03% 0.002%
26 3.905 881 891 925 rBV2 96186 382587 11.05% 1.066%
27  4.349 1013 1029 1057 rBV 443216 1113721 32.17% 3.102%
28 4.484 1068 1071 1080 rVBS8 1885 2221 0.06% 0.006%
29 4.548 1089 1091 1095 rVB4 934 612 0.02% 0.002%
30 4.654 1121 1124 1127 rBv4 1204 1002 0.03% 0.003%
31 4.760 1153 1157 1162 rVV4 1481 1467 ©0.04% 0.004%
32 4.905 1196 1202 1207 rBvVS8 2544 3056 0.09% 0.009%
33 5.043 1228 1245 1286 rBV2 1080453 2716800 78.47% 7.567%
34 5.336 1332 1336 1339 rBV5 2565 2248 0.06% 0.006%
35 5.484 1376 1382 1386 rBV6 1363 1510 ©0.04% 0.004%

36 5.619 1410 1424 1462 rVV 858493 1783965 51.52%  4.969%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 27 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\SFAMVLMO42121WMA.M
Title : VOC Analysis
37 5.789 1475 1477 1478 rBV2 1094 530 0.02% 0.001%
38 5.818 1483 1486 1489 rBV4 848 724 0.02% 0.002%
39 5.834 1489 1491 1494 rVB4 1289 648 0.02% 0.002%
40 5.866 1494 1501 1503 rBV6 2218 2536 0.07% 0.007%
41  5.908 1504 1514 1528 rVB2 25362 56287 1.63% 0.157%
42 5.992 1537 1540 1546 rBv7 1307 1383 0.04% 0.004%
43 6.072 1552 1565 1594 rBV 564375 1192446 34.44% 3.321%
44  6.262 1618 1624 1630 rVB5 3832 5298 ©0.15% 0.015%
45 6.368 1649 1657 1661 rBvV7 1553 1921 0.06% 0.005%
46  6.458 1679 1685 1686 rBv4 2166 2246 0.06% 0.006%
47 6.548 1708 1713 1716 rBV4 626 540 0.02% 0.002%
48 6.583 1720 1724 1726 rBv4 700 502 0.01% 0.001%
49 6.654 1735 1746 1765 rVB8 14717 34157 0.99% 0.095%
50 6.725 1765 1768 1770 rBV2 832 490 0.01% 0.001%
51 6.776 1770 1784 1795 rBVlie 12094 25894 0.75% 0.072%
52 6.837 1795 1803 1814 rVV1e 4175 7919 0.23% 0.022%
53 6.947 1834 1837 1839 rBvV2 941 737 0.02% 0.002%
54 6.989 1839 1850 1876 rVV 291144 583513 16.85% 1.625%
55 7.159 1900 1903 1906 rBV4 985 711 0.02% 0.002%
56 7.265 1926 1936 1941 rBV3 16881 29396 0.85% 0.082%
57 7.320 1942 1953 1973 rVV 1244966 2210731 63.85% 6.158%
58 7.628 2039 2049 2083 rVvB2 191406 411078 11.87%  1.145%
59 7.744 2083 2085 2088 rBV3 1094 735 0.02% 0.002%
60 7.844 2114 2116 2119 rBv4 1267 602 0.02% 0.002%
61 7.863 2119 2122 2123 rBV4 1289 705 0.02% 0.002%
62 7.982 2149 2159 2169 rVvVv4 17792 30688 0.89% 0.085%
63 8.120 2183 2202 2225 rBV 361730 1119952 32.35% 3.119%
64  8.355 2268 2275 2285 rVB4 11117 17201 0.50% 0.048%
65 8.503 2317 2321 2334 rVB10O 6044 10681 0.31% ©0.030%
66 8.574 2336 2343 2346 rBV3 11220 14048 0.41% 0.039%
67 8.728 2388 2391 2396 rVB5 1289 1115 0.03% 0.003%
68 8.751 2396 2398 2400 rBV3 1049 647 0.02% 0.002%
69 8.786 2400 2409 2419 rBV6 11793 21671 0.63% 0.060%
70 8.860 2419 2432 2455 rBV 1250472 2281226 65.89% 6.354%
71  9.210 2533 2541 2543 rBV7 8330 12398 0.36% 0.035%
72 9.320 2567 2575 2584 rVvie 11115 20495 0.59% 0.057%
73 9.416 2595 2605 2606 rBV6 9539 11006 0.32% 0.031%
74 9.683 2680 2688 2690 rBV4 24950 31386 ©0.91% 0.087%
75 9.715 2692 2698 2707 rVB4 82411 123837 3.58% 0.345%
76 10.021 2788 2793 2803 rVB4 44733 65936 1.90% 0.184%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 27 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\SFAMVLMO42121WMA.M
Title : VOC Analysis
77 10.133 2819 2828 2837 rBV2 127575 197655 5.71% 0.551%
78 10.230 2848 2858 2874 rVB 864226 1511026 43.64% 4.209%
79 10.458 2922 2929 2939 rVB4 93743 143093 4.13% 0.399%
80 10.516 2940 2947 2953 rBv4 76070 111195 3.21% 0.310%
81 11.040 3103 3110 3116 rBV3 89243 138462 4.00%  0.386%
82 11.156 3138 3146 3155 rBV3 227639 334775 9.67% 0.932%
83 11.258 3168 3178 3195 rBV 1695326 2683323 77.50% 7.474%
84 11.635 3285 3295 3314 rVB2 1880408 3462393 100.00% 9.644%
85 11.828 3349 3355 3374 rVB 256927 496596 14.34%  1.383%
86 11.921 3376 3384 3387 rBV 273358 359843 10.39% 1.002%
87 12.024 3409 3416 3436 rVB 602026 985355 28.46% 2.745%
88 12.265 3479 3491 3500 rBV6 205442 441284 12.75% 1.229%
89 12.387 3519 3529 3533 rBV6 244991 447720 12.93% 1.247%
90 12.422 3534 3540 3548 rVB 741036 1028412 29.70% 2.864%
91 12.474 3548 3556 3571 rVB 846622 1314635 37.97% 3.662%
92 12.557 3574 3582 3588 rBV 586326 841028 24.29% 2.343%
93 12.734 3630 3637 3649 rVB 688142 1006485 29.07% 2.803%
94 12.802 3651 3658 3666 rBV3 300080 431748 12.47% 1.203%
95 12.853 3667 3674 3680 rBV3 481261 807862 23.33%  2.250%
96 13.008 3714 3722 3730 rBV 735783 1058785 30.58% 2.949%
97 13.172 3767 3773 3781 rBV2 148908 216441 6.25% 0.603%
98 13.278 3797 3806 3813 rBV2 827371 1380092 39.86% 3.844%
99 13.477 3862 3868 3874 rBV4 135991 236002 6.82% 0.657%
100 15.821 4592 4597 4605 rVB3 191192 240276 6.94% 0.669%

Sum of corrected areas: 35902469
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve42821\

: VWe21214.D

: 28 Apr 2021 20:33

: SY/MD

: M2177-01ME

: 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
: 27

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
: VOC Analysis

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VV021214.D\data.ms
1500000
5.043
1000000
5.619
2.092
6.072
500000 4.349
1.307
1.568
3.905
0 .23 8250 BB AR PR PR 70N B4.8526090 5.3348
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: VV021214.D\data.ms
11.635
11.258
1500000
7.320 8.860
1000000 10.230
500000
8.120
6989
7.628
osmmp 7.168/ /\Umws 835560 9.2%016
‘ L T ‘ = — — — ‘ ‘
Time--> 7. OO .5 8.00 8. 50 9 OO 9. 50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV021214.D\data.ms
1500000
1000000 / 13.278
1229%% 13008
12.734
g-557 | uz ..3
500000 1'8.
4 15.821
2. ég “l 1701 477
O 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\VVv042821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 20
R.T. EstConc Area Relative to ISTD R.T.
9.715 2.71 ug/L 123837  Chlorobenzene-d5 8.860

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
3 Nonane, 3-methyl- 142 C1OH22 005911-04-6 64
4 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 64
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 64

Abundance Scan 2698 (9.715 min): VV021214.D\data.ms (-2692) (-) m/z 57.20 100.00%
57.2

5000 411
113.2
~ 4
811 9.50 10.00
140.1 ' ’
) S w‘{‘l m““ Al e M0 9100 79.10%
miz--> 20 40 60 80 100 120 140
Abundance #19197: Octane, 2,6-dimethyl-
57.0
41.0
5000 A T AU
9.50 10.00
113.0 m/z 43.10 59.55%
‘ ‘ ‘ 85.0 ‘
O\ \]-\5\.0‘\‘\ L “{ T \“ “ T \‘M T ‘ 1‘\ T \“ L ! T ‘ T \]\.4“2\'9\
m/z--> 20 40 60 80 100 120 140
Abundance #19194: Octane, 2,6-dimethyl-
57.0 /\q
— —
9.50 10.00
5000 ITI/Z 56.10 48.49%
41,0
85.0 113.0
ol 280 L Ay 20| 1m0
m/z--> 20 40 60 80 100 120 140
Abundance #19170: Nonane, 3-methyl- s =
57.0 9.50 10.00
m/z 41.10 38.03%
5000 410
113.0
o0 W 2L 120 ST AV
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\VVv042821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.133 3.68 ug/L 197655 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 64
2 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 53
3 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 50
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 47
5 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 47

Abundance Scan 2828 (10.133 min): VV021214.D\data.ms (-2819) (- m/z 57.10 100.00%
57.1

= —
85.2
3% | “‘ 2 2 o 10.00 10.50
OB I e e L m/z 56.10 41.59%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28446: Octane, 2,2,6-trimethyl-
57.0
5000 A ——
10.00 10.50
m/z 71.15 26.10%
29.0 ‘ 85.0
1 _111.0 141.0
O\‘\\‘\\“\\\Lw‘\\“\\‘\‘\\\"\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #12737: Pentane, 2,2,3,4-tetramethyl-
57.0
L= e
10.00 10.50
5000 ITI/Z 41.10 25.17%
29.0 85.0
0\‘\‘\‘\\“‘1\\“‘\\‘H\\‘\‘\H,HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #48900: Decane, 2,2,6-trimethyl- — —
57.0 10.00 10.50
m/z 43.15 23.83%
5000
0 230 “‘ Il ‘ 85‘0 . 12\7'0 169.0
R e e B AL A B O e — —
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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: Cyclic1@.458 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.458 2.67 ug/L 143093 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 64
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 64
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 001678-82-6 58
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 52
5 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 52

Abundance Scan 2929 (10.458 min): VV021214.D\data.ms (-2922) (-  m/z 55.10 100.00%

55.1 105.1 ‘
5000 81.1
39lt 120.1 ——
0 P
R ;“ “Hw‘ A, Al L OO O m/z 105.10  97.18%
miz--> 20 40 80 100 120 140
Abundance #18075: Cyclohexane 1-methyl-4-(1-methylethyl)-, cis-
55.0
97.0 j\
5000 T T
10.50
810 m/z 97.15 93.72%
39|o ‘ 140.0
O \J-\S\O‘ T ‘\‘ T “ ‘\ T \Hl‘ ‘ T h“\ \H“‘\ T \“ 1T \];2\5\.()\ T " T
miz--> 20 40 60 80 100 120 140
Abundance #18080: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55.0
——
97.0 10.50
5000 m/z 96.15 66.76%
81.0
39|0 ‘ ‘ 140.0
oL 250 o MLl b 1250 |
miz--> 20 40 60 80 100 120 140
Abundance #18078: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- e
55.0 97.0 10.50
m/z 81.10 44 .23%
5000
81.0
27.0 140.0
om‘wu\m TSN S o
miz--> 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 22
R.T. EstConc Area Relative to ISTD R.T.
11.040 2.58 ug/L 138462 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 64
2 Hentriacontane 437 C31H64 000630-04-6 58
3 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 53
4 Heptacosane 380 C27H56 000593-49-7 52
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 47

Abundance Scan 3110 (11.040 min): VV021214.D\data.ms (-3103) (- m/z 57.10 100.00%

57.1
5000
AR -
‘113.2 11.00
o"“eM““Nw”‘\Wm_H"‘m_m‘mwmwm‘ m/z 43.10 43.59%
mlz--> 50 100 150 200 250 300 350 400
Abundance #48865: Undecane, 2,9-dimethyl-
57.0
5000 —— ‘
11.00
m/z 71.20 41.22%
‘ ‘ ‘ 155.0
O\\‘\\‘“\\“\‘\\\“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
—f \
11.00
5000 ITI/Z 56.10 39.61%
o ‘\ “‘1‘690 225.0  300.0 365.0 436.(
e L e e e
miz--> 50 100 150 200 250 300 350 400
Abundance #137567: Sulfurous acid, butyl undecyl ester e ‘
57.0 11.00
m/z 41.10 37.77%
B ]kvaVNJ\XﬂJJKV”A/WMV
155.0
oL H 2580 2070 v
mlz--> 100 150 200 250 300 350 400 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 unknown-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.156 6.24 ug/L 334775 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hydroxy-2-methyl-but-3-enyl 2-... 184 C10H1603 080758-67-4 35
2 2-Octene, 4-ethyl- 140 C1eH20 053966-52-2 30
3 2-Octene, 4-ethyl- 140 C1eH20 053966-52-2 30
4 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 30
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 30
Abundance Scan 3146 (11.156 min): VV021214.D\data.ms (-3138) (- m/z 57.10 100.00%
57.1
83.2
5000
VML bl
39 111.2  140.2 11‘00 11‘50
- “M‘u Al wwu‘u wll i - “ 084 m/z 83.20  71.85%
miz--> 20 40 60 80 100 120 140 160
Abundance #48352: 2-Hydroxy-2-methyl-but-3-enyl 2-methyl-2(Z)-but
83.0
55.0
5000 i e
11.00 11.50
m/z 71.20 62.31%
o il 1140 1360 1660
\‘\\\\‘\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17963: 2-Octene, 4-ethyl-
55.0
—F— —
11.00 11.50
5000 m/z 55.10 60.70%
83.0
27.0
“ ‘ 111.0 140.0
0“‘1“N‘uﬁh_ O N —
miz--> 20 40 60 80 100 120 140 160
Abundance #17962: 2-Octene, 4-ethyl- T —
55.0 11.00 11.50
m/z 85.20 43.18%
5000
83.0
29.0
H 1110 1400
o“‘:‘“w‘ﬂ$“ H‘W“J“ﬂ“““lu“““‘ \kaﬁ\ : 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\VVv042821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 Benzene, 1-methyl-4-propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.828 9.25 ug/L 496596 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 94
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 81
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 81
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 74
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 72

Abundance Scan 3355 (11.828 min): VV021214.D\data.ms (-3349) (- m/z 105.10 100.00%
1

05.1
5000
134.2 o VAN
55.1 77.1 11.50 12.00
O bl L 1680 2069y, 934 00 23.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14857: Benzene, 1-methyl-4-propyl-
105.0
5000 ‘ T T ‘ T \J
11.50 12.00
134.0 m/z 77.10  10.51%
77.0
O\\\\‘2\7‘\'\0\“\5%\.(\)“\‘\\\M’\\‘i\‘H‘\\‘\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14859: Benzene, 1-methyl-4-propyl-
105.0
“ ——
11.50 12.00
5000 ITI/Z 106.10 9.19%
134.0
27.0 510 77.0
0PRSS BV
m/z--> 20 40 60 80 100 120 140 160 180 200 ,JKJ\
Abundance #14848: Benzene, (1-methylpropyl)- AN A‘
105.0 11.50 12.00
m/z 103.10 8.76%
5000
770 134.0
2ro 510 17| |
0 | I I ¥ = —T

m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.921 6.71 ug/L 359843 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 95
5 p-Cymene 134 C10H14 000099-87-6 95

Abundance Scan 3384 (11.921 min): VV021214.D\data.ms (-3376) (- m/z 119.20 100.00%
119.2

5000 h
91.1
411 650 | 1542 12.00
T T L e m/z 134.15  31.94%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
12.00
91.0 m/z 91.10  16.42%
39.0 650 ‘ ‘
0 \’\\1\5\.?\‘\ T \“‘\ \“”\ “‘1‘\ T i‘”| T “H“\ \‘M e L R
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14887: Benzene, 4-ethyl-1,2-dimethyl-
119.0
N
12.00
5000 ITI/Z 105.10 12.96%
15.0 39.0 65.0 91.0
S et R Y N A
miz--> 0 20 40 60 80 100 120 140 160
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl- —
119.0 12.00
m/z 117.10 10.52%
5000
39.0 450 91.0
0 W‘}ﬁ?ﬂu‘wub‘MN‘MM‘LWN‘NM“A“H“‘H‘
m/z--> 0 20 40 60 80 100 120 140 160 12.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VvVve42821\
: VWe21214.D

: 28 Apr 2021 20:33
: SY/MD

¢ M2177-01ME

: 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
: 27  Sample Multiplier: 1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M

: VOC Analysis

¢ C:\DATABASE\NIST11.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 Benzene, 1l-ethyl-2,3-dimethyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.024 18.36 ug/L 985355 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 95
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 95
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95

Abundance Scan 3416 (12.024 min): VV021214.D

\data.ms (-3409) (-
1

119.
5000
91.1
o 301 681, | oyl 1371 1682
e L e
m/z--> 20 40 60 80 100 120 140 160
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
91.0
39.0 65.0 ‘
0 \1\5\.(‘)\‘\ T \"‘\ \“V\ “w\ T i‘H‘ -t “H“\ \‘M T LI R B
m/z--> 20 40 60 80 100 120 140 160
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
91.0 ‘
41.0 65.0
miz--> 20 40 60 80 100 120 140 160
Abundance #14891: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
39.0 65.0 91.0
O\\\‘JH\M\WM‘WM\M\\L\MM\WlH\H‘\H\‘\\H
m/z--> 20 40 60 80 100 120 140 160

SFAMVLMO42121WMA.M Fri Apr 30 16:27:08 2021

m/z 119.10 100.00%

=

12.00

m/z 134.20  29.37%

=

12.00

m/z 91.10 14.81%

-

T T \
12.00

m/z 120.15 9.98%

L AL

12.00
m/z 117.15 9.17%

3

12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.265 8.22 ug/L 441284  1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 60
2 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 49
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 47
4 m-Ethylacetophenone 148 C10H120 022699-70-3 35
5 S5H-Cyclopentapyrazine, 6,7-dihyd... 148 C9H12N2 038917-61-2 35

Abundance Scan 3491 (12.265 min): VV021214.D\data.ms (-3479) (- m/z 119.10 100.00%

119.1
81.1
5000 152.2
41.1
e e
267.1 12.00 12.50
0+ 192.8 m/z 133.20 74.29%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22806: Benzene, 1,3-diethyl-5-methyl-
138.0
5000 MA\ ALVE
910 12.00 12.50
' m/z 81.10 59.05%
51.0 ‘
O' \HH‘\‘\‘\\‘HH‘H\\‘HH‘\H\‘HH‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22795: Benzene, 1,3-diethyl-5-methyl-
119.0
P e
12.00 12.50
5000 148.0 ITI/Z 152.20 46 .43%
91.0 ’
39.0 ‘ ‘
0 HMMW‘MﬂMNWwWHWWWHMLM‘_JH‘HH‘H‘W‘HW‘H‘_‘H_‘H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #25429: trans-Decalin, 2-methyl- et 7 A
81.0 12.00 12.50
m/z 67.10 43.48%
41.0 152.0
5000
09.0
0! — —
m/z--> 20 40 60 80 100120140160180200220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 unknown-02 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.387 8.34 ug/L 447720  1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylphenyl acetone 148 C10H120 002096-86-8 38
2 3-Benzoylamino-2-benzyl-2-ethyl-... 339 C21H25NO3 1000193-11-1 35
3 Benzene, (1,2-dimethylpropyl)- 148 C11H16 004481-30-5 27
4 Benzamide, N-ethyl- 149 CSH11NO 000614-17-5 27
5 Benzene, (1-ethylpropyl)- 148 C11H16 001196-58-3 25

Abundance Scan 3529 (12.387 min): VV021214.D\data.ms (-3519) (- m/z 105.10 100.00%

105.1
5000 149.2
[ A
4Ll 12.00 12.50
0 e b m/z 91.10 60.81%
miz--> 50 100 150 200 250 300
Abundance #22636: 4-Methylphenyl acetone
105.0
so00{ 430 — —
12.00 12.50
148.0 m/z 92.10  42.73%
O\‘\‘\ ‘\ i‘“\h\M\ \‘ “\\\\“\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300

Abundance #176089: 3-Benzoylamino-2-benzyl-2-ethyl-butyric acid, r

105.0 M

-

148.0 12.00 12.50 .
5000 ITI/Z 149.20 42.07%
o 30670 | | | 216.0 340.
A S Bt e T
miz--> 50 100 150 200 250 300
Abundance #22793: Benzene, (1,2-dimethylpropyl)- ‘ ‘/\fv o
105.0 12.00 12.50
m/z 148.20 41.13%
5000
148.0 j\/k
ooyl Lo ]
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.422 19.16 ug/L 1028410 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94

Abundance Scan 3540 (12.422 min): VV021214.D\data.ms (-3534) (- m/z 119.15 100.00%

119.2
5000
91.1 L
12.50
IS S ?571 b i sl 11499 2070 n/7 134.20  49.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
m/z 91.10 14.00%
390 650 91.0
0 %\5\-‘0\‘\ T \“‘.\ \‘\‘\“\“.\\\L“ T \‘\\‘WH‘M\H“\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119.0
—
12.50
5000 ITI/Z 120.20 9.29%
91.0
15.0 39,0 650 J
s v TN SN} S
m/z--> 20 40 60 80 100 120 140 160 180 200 j\
Abundance #14864: Benzene, 1,2,3,4-tetramethyl- L Dn—
119.0 12.50
m/z 133.20 8.84%
5000
91.0
39.0 650
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.474  24.50 ug/L 1314640 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95

Abundance Scan 3556 (12.474 min): VV021214.D\data.ms (-3548) (-  m/z 119.15 100.00%
2

119.
5000
—
391  65.1 91"1 152.2 12.50
OF gt e Ml 2255 7 134,00 44.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
m/z 91.10 14.25%
39.0 650 9L.0
0 \1\5‘\.?\‘\ T \"‘\ \“i‘\ “i‘.\ T \‘H‘ T \‘\ T ‘W\ \‘M T \M\ LI R B
m/z--> 20 40 60 80 100 120 140 160
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
—
12.50
5000 ITI/Z 120.15 9.87%
39.0 65.0 91.0
‘ M iN h‘. ‘u ‘ Ll H‘ ‘\
JERARRRSRE R SRR M N SRS VISR K MM
miz--> 20 40 60 80 100 120 140 160 A
Abundance #14869: Benzene, 1,2,3,4-tetramethyl- L Dn—
119.0 12.50
m/z 133.15 9.21%
5000
91.0
41.0
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\VVv042821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 Benzene, 1-methyl-4-(1-meth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.557 15.67 ug/L 841028 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 83
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 81
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 72
4 o-Cymene 134 C10H14 000527-84-4 70
5 o-Cymene 134 C10H14 000527-84-4 70
Abundance Scan 3582 (12.557 min): VV021214.D\data.ms (-3574) (- m/z 119.15 100.00%
119.2
5000
91.1 148.2
R \
12.50
41.1 65.0 ‘
) Rtk P “U‘u N b2 m/z 148.15  28.55%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 f\“/\“ - |
12.50
910 148.0 m/z 91.10 24.90%
oese Ly
0 \‘\\\\‘\‘\\\‘\\‘\\“\‘\\\“\\\\“1\\‘\“H\‘\‘HH‘HH‘HH
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0
R \
12.50
5000 m/z 105.10 15.44%
1.
150 390 g50 910
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl- P ‘
119.0 12.50
m/z 120.15 13.37%
5000
91.0
39.0 65.0
0 w\}ﬁ?ﬂ\ﬂ\ﬂHMW\M\Juﬁw\w\\m‘u\w\\u‘u\\ /\A

m/z--> 0 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\VVv042821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 unknown-03 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.734 18.75 ug/L 1006490 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3a,6-Methano-3aH-indene, 2,3,6,7... 132 C1@H12 098640-29-0 42
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 42
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 38
4 Benzene, 1l-ethenyl-3-ethyl- 132 C1OH12 007525-62-4 38
5 Pentacyclo[5.2.1.0(1,5).0(5,9).0... 132 C10H12 1000185-59-0 38
Abundance Scan 3637 (12.734 min): VV021214.D\data.ms (-3630) (-~ m/z 105.10 100.00%
105.1
5000
148.2
77.1 T 1
‘ ‘ ‘ 12,50 13.00
0 ‘HW"Mwm‘J‘_HWMHU‘uw‘mHuw‘lﬁ?-‘l‘ 2072 m/z 106.10  87.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14103: 3a,6-Methano-3aH-indene, 2,3,6,7-tetrahydro-
117.0
91.0
5000 b i
12.50 13.00
m/z 117.10 64.32%
L))
O \\\‘\\\\‘i“\\““\“‘h”\\‘\i\\\\“\\\!‘\‘U‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117.0
P —
12.50 13.00
5000 m/z 91.10 34.00%
91.0
39.0 65.0
oltso b d b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14095: Benzene, (1-methyl-1-propenyl)-, (2)- — —
117.0 12.50 13.00
m/z 148.20 32.86%
5000 91.0
51.0
27.0 ‘
om‘mwu “H“uw“uw‘p‘:m!‘m“wmwm_m_m ”\«/‘\«‘ : —
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\VVv042821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 unknown-04 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.802 8.05 ug/L 431748 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethylpropyl)- 148 C11H16 004481-30-5 43
2 Benzene, (1-methylbutyl)- 148 C11H16 002719-52-0 43
3 Benzene, (1-methylbutyl)- 148 C11H16 002719-52-0 43
4 4-Methylphenyl acetone 148 C10H120 002096-86-8 38
5 Benzoic acid, 4-isopropenylcyclo... 256 C17H2002 1000196-48-6 35
Abundance Scan 3658 (12.802 min): VV021214.D\data.ms (-3651) (- m/z 105.10 100.00%
105.1
- —
. 771 ‘ 12.50 13.00
o] T H e \““w‘mu“J‘w\M‘“H‘m‘H‘H‘H\l\s‘z\'\z\ 2073 m/z 148.20  40.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22802: Benzene, (1,2-dimethylpropyl)-
105.0
5000 A“‘ : — 5
12.50 13.00
ron 148.0 m/z 91.10 34.02%
O \\\‘2\7‘\.\0\“‘\5\]7\.9‘\‘\\\M‘\\‘\\“\“\\‘\‘\\\\‘\!\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22788: Benzene, (1-methylbutyl)-
105.0
- ——
12.50 13.00
5000 m/z 133.15 28.49%
270 510 770 14‘8-0
0“‘_h‘ﬂMNH‘w~¢\H"NM‘W“H“H“H“_“W“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22787: Benzene, (1-methylbutyl)-
105.0 12.50 13.00
m/z 119.10 20.79%
5000
A 77_0‘ 148.0
Y S A" NN P v VAL
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\VVv042821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 unknown-05 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.853 15.05 ug/L 807862 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 90
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 76
3 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 72
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 68
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 64
Abundance Scan 3674 (12.853 min): VV021214.D\data.ms (-3667) (- m/z 119.10 100.00%
119.1
5000
148.2
- —
w01 650 91"1 | 12.50 13.00
Y ANt N YRR P R W m/z 148.20  28.28%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 /\«‘ : — 4
12.50 13.00
910 148.0 m/z 133.20 15.83%
0. 80 |y |
0 \‘HH‘\‘H\‘H‘H“\‘H\"\\\\“M\‘\“H\‘\‘HH‘\H
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119.0
12.50 13.00
5000 m/z 91.10 14.71%
91.0
150, B0 e80T
ot e e e
miz--> 0 20 40 60 80 100 120 140 160
Abundance #22805: Benzene, (1,1-dimethylpropyl)- T —
119.0 12.50 13.00
m/z 120.15 10.77%
91.0
5000
41.0 148.0
ol 280 80y Lo Ll N
m/z--> 0 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 unknown-06 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.008 19.73 ug/L 1058790 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 91
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 78
3 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 78
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 64
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 64
Abundance Scan 3722 (13.008 min): VV021214.D\data.ms (-3714) (- m/z 119.10 100.00%
119.1
5000
148.2 e :
39.1 65.1 o 13.00
Ol m“MH““H‘H“U‘ 3821 4y 148,20 21.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 4 :
13.00
910 148.0 m/z 91.10 12.73%
41.0 650 ‘ ‘ ‘
O\H\‘\‘\H“‘\\‘\\“\‘\H“‘\\HN\\‘r“‘\\r‘\‘\r\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22805: Benzene, (1,1-dimethylpropyl)-
119.0
T \
13.00
5000 91.0 m/z 120.10  10.39%
41.0 148.0
o380, Wl S0 b
miz--> 20 40 60 80 100 120 140 160 180
Abundance #22794: Benzene, (1,1-dimethylpropyl)- — ‘ fvf
119.0 13.00
m/z 77.10 6.34%
5000 91.0
41.0 148.0
150 | || 650 |
oY/ R a1 TR R R —
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\VVv042821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 Benzene, 1-(1,1-dimethyleth... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.172 4.03 ug/L 216441 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11H16 001075-38-3 58
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 58
3 4-tert-Butyltoluene 148 C11H16 000098-51-1 58
4 4-tert-Butyltoluene 148 C11H16 000098-51-1 58
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 53

Abundance Scan 3773 (13.172 min): VV021214.D\data.ms (-3767) (- m/z 133.15 100.00%

138.2 ' '
5000
91.1
411 65, ‘ 13.00 13.50
) TR mu il | bl AL 1082 2070 /7 131.65  31.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22829: Benzene, 1-(1,1-dimethylethyl)-3-methyl-
1338.0
105.0
5000 X WA,
13.00 13.50
m/z 148.20 23.34%
41.0 65.0 ‘ ‘
O \]-\5\‘0\\\\“‘\\\\‘\\\\‘\\\‘\“\‘\\‘H’\\\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #22824: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0
13.00 13.50
5000 m/z 91.18  15.30%
105.0
39.0 77.0 ‘ ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22768: 4-tert-Butyltoluene —— —
138.0 13.00 13.50
m/z 146.00 12.79%
5000 105.0
41.0
‘ 65.0 ‘
o"‘_"ﬂ"H"H“H‘W“AH‘HM‘H“_“W“H“H‘ s ava
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\VVv042821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 3,4-Dimethylcumene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.278 25.72 ug/L 1380090 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylcumene 148 C11H16 1000370-34-1 90
2 Benzene, 1-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 87
3 Benzene, pentamethyl- 148 C1l1H16 000700-12-9 87
4 4-tert-Butyltoluene 148 C11H16 000098-51-1 87
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 87
Abundance Scan 3806 (13.278 min): VV021214.D\data.ms (-3797) (- m/z 133.20 100.00%
133.2
o WWM
011 Y A
13.00 13.50
39.1 65.1
0 "w‘m_m‘mJ_Wu““““mu‘ - 162:3184.0207.1  n 7 148,20  30.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22764: 3,4-Dimethylcumene
138.0
5000
13.00 13.50
m/z 119.15 16.20%
770 105.0
O \1\5\(‘)\‘\\\“‘\ \‘\‘\“w‘\\\““\\‘\\‘\‘\ \UH‘ T \‘\‘\ ‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22812: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
13.00 13.50
5000 m/z 91.10 14.64%
105.0
oiso 0 Tl L 4L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22771: Benzene, pentamethyl- — —
133.0 13.00 13.50
m/z 115.10 11.81%
5000
91.0
39.0 65.0
o‘1‘5‘9‘Hm‘um"H“_“H‘“‘“M‘m“_‘mw_ww ‘ |
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\VVv042821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 4,5-Dimethyl-3H-isobenzofur... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.477 4.40 ug/L 236002 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,5-Dimethyl-3H-isobenzofuran-1-one 162 C10H1002 1000188-08-0 53
2 6,7-Dimethyl-3H-isobenzofuran-1-one 162 C10H1002 343852-50-6 53
3 1-Propanone, 2-chloro-1-(2,4-dim... 210 C12H15Cl0 054965-53-6 47
4 Benzene, 2,4-dimethyl-1-(1-methy... 162 C12H18 001483-60-9 47
5 Benzamide, 4-[5-(2,4,6-trimethyl... 353 C18H19N50S 309735-33-9 43

Abundance Scan 3868 (13.477 min): VV021214.D\data.ms (-3862) (- m/z 133.20 100.00%

1338.2
5000
91.1 162.2
55.1
| \H‘ L 207.2 o
T B m/z 162.20  33.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31998: 4,5-Dimethyl-3H-isobenzofuran-1-one
133.0
5000 162.0 Ty
105.0 13.50
m/z 91.10 26.57%
77.0
200 %90 b L
0 H\‘\”H\‘H“\‘\“‘\‘\\”\“\\“\\“‘\‘\\‘\‘\\‘i\‘\“H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31999: 6,7-Dimethyl-3H-isobenzofuran-1-one
138.0
P
162.0 13.50
5000 ITI/Z 105.10 22.56%
105.0
77.0
20 10 L
0Lt el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69177: 1-Propanone, 2-chloro-1-(2,4-dimethylphenyl)-2- P
133.0 13.50
m/z 134.15 19.71%
5000
105.0
7.
0L.18.0 41.0 MO A | 159.0 193.0 A
R R o e AR EA R R VA Py
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\VVv042821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 Naphthalene, 1,4-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.821 4.48 ug/L 240276  1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93

Abundance Scan 4597 (15.821 min): VV021214.D\data.ms (-4592) (-  m/z 156.20 100.00%

156.2
5000
115.1
= ——
76.0 15.50 16.00
39.0
0 18322211 2691 y,; 141.05  78.29%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28497: Naphthalene, 1,4-dimethyl-
156.0
5000 T I
15.50 16.00
1150 m/z 155.10 29.11%
77.0 :
O\H‘\\:3\\9“.9‘\\"“‘\\”1“’\\‘H“H\L‘\“!‘\\“‘H‘U‘“\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28498: Naphthalene, 1,4-dimethyl-
156.0
- M
15.50 16.00
5000 m/z 115.10 27.87%
115.0
o0 T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28476: Naphthalene, 1,4-dimethyl- P —
156.0 15.50 16.00
m/z 159.20 22.79%
5000
200 770 115.0
0‘H_Hu@mwwwhuuw‘w_th%huuw‘uwuw‘uwuu‘uuw‘ — —r—
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42821\
Data File : VV021214.D

Acqg On : 28 Apr 2021 20:33

Operator : SY/MD

Sample : M2177-01ME

Misc : 3.83g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@42121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 9.715 2.7 ug/L 123837 2 8.860 2281230 50.0
(DEL) Alkane: S... 10.133 3.7 ug/L 197655 3 11.259 2683320 50.0
(DEL) Alkane: C 10.458 2.7 ug/L 143093 3 11.259 2683320 50.0
(DEL) Alkane: S... 11.040 2.6 ug/L 138462 3 11.259 2683320 50.0
unknown-01 11.156 6.2 ug/L 334775 3 11.259 2683320 50.0
Benzene, 1-meth... 11.828 9.3 wug/L 496596 3 11.259 2683320 50.0
Benzene, 2-ethy... 11.921 6.7 ug/L 359843 3 11.259 2683320 50.0
Benzene, 1l-ethy... 12.024 18.4 ug/L 985355 3 11.259 2683320 50.0
Benzene, 1,3-di... 12.265 8.2 ug/L 441284 3 11.259 2683320 50.0
unknown-02 12.387 8.3 ug/L 447720 3 11.259 2683320 50.0
Benzene, 1,2,4,... 12.422 19.2 ug/L 1028410 3 11.259 2683320 50.0
Benzene, 1,2,3,... 12.474  24.5 ug/L 1314640 3 11.259 2683320 50.0
Benzene, 1-meth... 12.557 15.7 ug/L 841028 3 11.259 2683320 50.0
unknown-03 12.734 18.8 ug/L 1006490 3 11.259 2683320 50.0
unknown-04 12.802 8.1 wug/L 431748 3 11.259 2683320 50.0
unknown-05 12.853 15.1 ug/L 807862 3 11.259 2683320 50.0
unknown-06 13.008 19.7 wug/L 1058790 3 11.259 2683320 50.0
Benzene, 1-(1,1... 13.172 4.0 ug/L 216441 3 11.259 2683320 50.0
3,4-Dimethylcumene 13.278 25.7 wug/L 1380090 3 11.259 2683320 50.0
4,5-Dimethyl-3H... 13.477 4.4 ug/L 236002 3 11.259 2683320 50.0
Naphthalene, 1,... 15.821 4.5 ug/L 240276 3 11.259 2683320 50.0
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