LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32421\
Data File : VV020739.D

Acqg On : 24 Mar 2021 16:04

Operator : SY/MD

Sample : M1781-03 10X

Misc : 4.71g/5.em1/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 18 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\SOMVLM@32321WMA.M
Title : VOC Analysis

Signal : TIC: VV@20739.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 77 83 95 rVB 375394 378496 13.68% 1.595%
2 1.568 157 164 174 rBV 304168 334965 12.11% 1.411%
3 2.165 321 331 356 rVB 659811 991307 35.83% 4.177%
4 2.291 386 389 394 rvB5 1239 972 0.04% 0.004%
5 2.381 414 417 421 rBV3 1095 698 ©0.03% 0.003%
6 2.455 438 440 444 rVB4 807 534 0.02% 0.002%
7 2.478 444 447 450 rBV3 659 566 0.02% 0.002%
8 2.510 450 457 465 rVVé6 4008 6449 0.23% 0.027%
9 2.590 478 482 486 rVB2 893 593 0.02% 0.002%
10 2.609 486 488 490 rBV2 879 544 0.02% 0.002%
11 2.712 516 520 524 rVB4 805 718 0.03% 0.003%
12 2.735 524 527 529 rBv2 816 546 0.02% 0.002%
13 2.786 541 543 547 rVB4 793 474 0.02% 0.002%
14 2.815 547 552 553 rBV3 682 487 0.02% 0.002%
15 2.886 5706 574 577 rVB4 552 416 0.02% 0.002%
16 2.953 591 595 598 rBv4 598 582 0.02% 0.002%
17 2.973 598 601 603 rvv2 608 380 0.01% 0.002%
18 3.037 619 621 625 rVW4 799 664 0.02% 0.003%
19 3.056 625 627 632 rVB3 905 624 0.02% 0.003%
20 3.111 639 644 645 rBV 648 482 0.02% 0.002%
21 3.124 645 648 650 rBv2 890 484 0.02% 0.002%
22 3.146 653 655 659 rvB4 925 530 0.02% 0.002%
23 3.355 718 720 723 rVB3 654 388 0.01% 0.002%
24 3.371 723 725 728 rBV 640 393 0.01% 0.002%
25 3.423 738 741 742 rVWV2 584 398 0.01% 0.002%
26 3.442 745 747 751 rVB3 795 450 0.02% 0.002%
27 3.506 763 767 769 rBvV4 589 380 0.01% 0.002%
28 3.526 769 773 775 rBv2 625 407 0.01% 0.002%
29 3.580 787 790 792 rBV2 796 383 0.01% 0.002%
30 3.590 792 793 797 rVB2 681 397 0.01% 0.002%
31 3.613 797 800 802 rBv3 991 545 0.02% 0.002%
32 3.635 802 807 810 rBV4 907 757 0.03% 0.003%
33 3.667 813 817 818 rBvV2 777 420 0.02% 0.002%
34 3.722 831 834 837 rBv2 629 384 0.01% 0.002%
35 3.741 837 840 845 rvB2 940 624 0.02% 0.003%
36 3.767 845 848 853 rvB3 581 407 0.01% 0.002%

SOMVLM@32321WMA.M Thu Mar 25 15:24:32 2021 P1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32421\
Data File : VV020739.D

Acqg On : 24 Mar 2021 16:04

Operator : SY/MD

Sample : M1781-03 10X

Misc : 4.71g/5.em1/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 18 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\SOMVLM@32321WMA.M
Title : VOC Analysis
37 3.889 876 886 920 rBV 180469 525139 18.98% 2.213%
38 4.352 1013 1030 1062 rVV 472654 1159187 41.90%  4.884%
39 4.613 1107 1111 1113 rBv4 820 550 0.02% 0.002%
40 4.670 1121 1129 1140 rVV8 4831 9573 0.35% 0.040%
41  4.735 1146 1149 1150 rBvV2 1457 736 0.03% 0.003%
42 4.767 1153 1159 1162 rVV6 3424 3903 0.14% 0.016%
43 4.812 1171 1173 1178 rBv4 712 459 0.02% 0.002%
44  4.915 1193 1205 1218 rVV9 6806 16932 0.61% 0.071%
45  5.047 1226 1246 1275 rBV2 1075902 2766750 100.00% 11.657%
46 5.233 1296 1304 1322 rVB3 16318 43280 1.56% 0.182%
47  5.313 1326 1329 1331 rBV3 1171 705 0.03% 0.003%
48 5.330 1331 1334 1336 rBvV3 1157 811 ©0.03% 0.003%
49 5.410 1357 1359 1361 rVv3 1035 521 0.02% 0.002%
50 5.432 1365 1366 1368 rBV 946 500 0.02% 0.002%
51 5.500 1376 1387 1399 rBV1e 6797 15981 ©.58% 0.067%
52 5.619 1409 1424 1448 rBV 849441 1708750 61.76% 7.199%
53 5.793 1475 1478 1481 rBV5 1194 644 0.02% 0.003%
54 5.841 1490 1493 1498 rVB4 1278 1053 0.04% 0.004%
55 5.876 1498 1504 1507 rBV5 1826 1897 ©0.07% 0.008%
56 5.915 1507 1516 1529 rVB5 8054 16392 0.59% 0.069%
57 6.072 1551 1565 1596 rBV 599563 1222613 44.19% 5.151%
58 6.201 1598 1605 1606 rBV5 5001 5111 0.18% 0.022%
59 6.259 1617 1623 1635 rVBS5 10676 18956 0.69% 0.080%
60 6.371 1653 1658 1663 rVB4 2310 2547 0.09% 0.011%
61 6.400 1663 1667 1671 rBV4 957 977 0.04% 0.004%
62 6.423 1671 1674 1675 rBV 698 411 0.01% 0.002%
63 6.445 1675 1681 1682 rBV6 3456 2925 0.11% 0.012%
64 6.519 1702 1704 1706 rVB2 1043 442 0.02% 0.002%
65 6.571 1718 1720 1727 rVB4 1275 1217 0.04% 0.005%
66 6.654 1736 1746 1760 rVB3 22340 46684 1.69% 0.197%
67 6.741 1770 1773 1774 rBV2 1293 684 0.02% 0.003%
68 6.780 1774 1785 1797 rVV4 23048 47737 1.73% 0.201%
69 6.834 1798 1802 1803 rBVS5 5942 3903 0.14% 0.016%
70  6.924 1822 1830 1836 rBV3 15040 24637 0.89% 0.104%
71  6.989 1840 1850 1872 rVB 341523 609214 22.02%  2.567%
72 7.265 1926 1936 1942 rBV3 28575 49354 1.78% 0.208%
73 7.320 1942 1953 1980 rVB 1279585 2201064 79.55% 9.273%
74  7.574 2024 2032 2038 rBvV2 18337 27170 0.98% 0.114%
75 7.625 2039 2048 2070 rVB 243805 431816 15.61% 1.819%
76 7.844 2113 2116 2118 rBv4 2622 1783 0.06% 0.008%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32421\
Data File : VV020739.D

Acqg On : 24 Mar 2021 16:04

Operator : SY/MD

Sample : M1781-03 10X

Misc : 4.71g/5.em1/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 18 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\SOMVLM@32321WMA.M
Title : VOC Analysis
77 7.982 2150 2159 2169 rVB4 11248 19448 0.70% 0.082%
78 8.092 2183 2193 2221 rBV 674057 1235352 44.65% 5.205%
79 8.210 2224 2230 2235 rBV3 15962 22040 0.80% 0.093%
80 8.358 2266 2276 2285 rBV5 12442 29013 1.05% 0.122%
81 8.670 2366 2373 2387 rVB2 49679 87727 3.17% ©.370%
82 8.757 2398 2400 2401 rBV2 1865 867 0.03% 0.004%
83 8.792 2402 2411 2420 rVV2 43689 71194 2.57% 0.300%
84  8.857 2420 2431 2457 rVV 1315934 2154273 77.86% 9.076%
85 9.210 2534 2541 2563 rVB6 37602 94058 3.40% 0.396%
86 9.481 2618 2625 2633 rVB4 31145 44380 1.60% 0.187%
87 9.583 2650 2657 2670 rBvV2 22368 37949 1.37% 0.160%
88 9.683 2681 2688 2691 rBV7 15590 20975 0.76% ©0.088%
89 10.130 2820 2827 2840 rVB2 120013 197283 7.13% 0.831%
90 10.220 2845 2855 2873 rVB 896413 1425044 51.51% 6.004%
91 10.583 2960 2968 2988 rVB3 66436 123358 4.46% 0.520%
92 11.037 3102 3109 3118 rBV2 48419 79871 2.89% 0.337%
93 11.152 3138 3145 3153 rVB3 57496 84724 3.06% 0©.357%
94 11.255 3167 3177 3188 rBV 1436419 2200252 79.52% 9.270%
95 11.468 3239 3243 3252 rVB2 49147 60238 2.18% 0.254%
96 11.632 3283 3294 3312 rVB 1423819 2287488 82.68% 9.638%
97 11.796 3338 3345 3361 rBV4 78690 152187 5.50% 0.641%
98 12.471 3549 3555 3562 rBV3 78096 114512 4.14% 0.482%
99 12.596 3589 3594 3608 rVB5 102676 188774 6.82% 0.795%
100 12.895 3681 3687 3714 rVB6 126906 303221 10.96% 1.278%

Sum of corrected areas: 23735080
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032421\
Data File : VV020739.D

Acqg On : 24 Mar 2021 16:04

Operator : SY/MD

Sample : M1781-03 10X

Misc : 4.71g/5.0ml/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV020739.D\data.ms
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Abundance TIC: VV020739.D\data.ms
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Abundance TIC: VV020739.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032421\
Data File : VV020739.D

Acqg On : 24 Mar 2021 16:04

Operator : SY/MD

Sample : M1781-03 10X

Misc : 4.71g/5.0ml/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
10.130 4.48 ug/L 197283 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 59
2 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 59
3 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 59
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 59
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 52

Abundance Scan 2827 (10.130 min): VV020739.D\data.ms (-2820) (- m/z 57.10 100.00%
57.1

5000 MJ\M
85.0 T ‘ T T ‘ T
39‘ | ‘ o a0 1000 1050
bt SRS~ m/z 56.10 36.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28446: Octane, 2,2,6-trimethyl-
57.0
5000 T —
10.00 10.50
m/z 43.10 30.73%
29.0
o 0L B e a0
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #12685: Heptane, 3,5-dimethyl-
57.0
= N
10.00 10.50
5000 ITI/Z 41.10 24.34%
29.0 ‘ ‘ 99.0
128.0
0 \\\\%Ow\
m/z--> 20 60 80 100 120 140 160
Abundance #28443: Octane, 2,5,6-trimethyl- — —
57.0 10.00 10.50
m/z 71.15 21.01%
5000
290 85.0
0 ‘ Ll 127.0  156.0
“‘““““““““““““““  EREE R g =ty
mlz--> 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\VVv032421\
Data File : VV020739.D

Acqg On : 24 Mar 2021 16:04

Operator : SY/MD

Sample : M1781-03 10X

Misc : 4.71g/5.0ml/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
10.583 2.80 ug/L 123358 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 90
2 Decane 142 C10H22 000124-18-5 90
3 Decane 142 C1OH22 000124-18-5 64
4 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 59
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 53

Abundance Scan 2968 (10.583 min): VV020739.D\data.ms (-2960) (-  m/z 57.10 100.00%

57.1 ‘
5000 85.2
T [

H ‘H ‘ 11‘31 1421 10.50
O bl ol et m/z 43.10  90.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19159: Decane
43.0
5000 Pt ‘
71.0 10.50

m/z 41.10 56.39%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19157: Decane
43.0
T \
10.50
5000 71.10 42.43%
71.0
Lid ) fsso a0
0\\\_1\q\\H‘\h\‘H\\_\\w\\u‘\u\‘u\\_\\w\\u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19158: Decane T
43.0 1050
m/z 85.20 40.20%
5000
71.0 /\/VK
osol | | | (w0 aeo Ml ) ]
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032421\
Data File : VV020739.D

Acqg On : 24 Mar 2021 16:04

Operator : SY/MD

Sample : M1781-03 10X

Misc : 4.71g/5.0ml/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.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: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.796 3.46 ug/L 152187 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 87
2 Undecane 156 C11H24 001120-21-4 83
3 Undecane 156 C11H24 001120-21-4 81
4 Octane 114 C8H18 000111-65-9 72
5 Nonane 128 C9H20 000111-84-2 72

Abundance Scan 3345 (11.796 min): VV020739.D\data.ms (-3338) (- m/z 57.10 100.00%
57.1

5000
85.1
— —
SQHJ | 1131 135.0 156.1 11.50 12.00
(O R A e R B m/z 43.10 78.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28421: Undecane
57.0
5000 7 ——
11.50 12.00
85.0 o
29.0 m/z 71.10 48.71%
| “ UH | ‘ 113.0 156.0
O\\\‘\\\\"}\\‘\\‘}\‘1\\\”‘\\“\‘\‘\\\‘\\\}‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #28422: Undecane
43.0
— —
11.50 12.00
m/z 41.10 43.62%
5000 71.0
0 23& H‘\ \“ \‘ 9?0 . 127.0 15§'O
R e B e o B e R e
m/z--> 20 40 60 80 100 120 140 160
Abundance #28425: Undecane 7 —
57.0 11.50 12.00
m/z 85.10 30.75%
5000
29.0 850
T 156.0
oA —=5 —
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032421\
Data File : VV020739.D

Acqg On : 24 Mar 2021 16:04

Operator : SY/MD

Sample : M1781-03 10X

Misc : 4.71g/5.0ml/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.471 2.60 ug/L 114512 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 90
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 90
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 90
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 64
Abundance Scan 3555 (12.471 min): VV020739.D\data.ms (-3549) (- m/z 119.10 100.00%
119.1
5000 431 711
—
‘ 152.1 12.50
RS “‘ bl ‘H”‘ i u‘ plll il b 202 s 43,10 47.49%
m/z--> 20 100 120 140 160
Abundance #14866. Benzene, 1,2,4,5-tetramethyl-
119.0
5000 T
12.50
m/z 71.10 44.33%
91.0
39.0 65.0
O \\\‘\\\\“‘\\‘\‘\‘\\\\“‘\\‘\\‘\\\‘\‘l\\\“\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0
——
12.50
5000 m/z 134.15 41.09%
91.0
39.0 65.0 ‘ ‘
0 ‘1‘5‘(‘)“”““‘ ey ““H““ vk ““‘ M T
miz--> 20 40 60 80 100 120 140 160
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl- pe L) f/‘\”\‘ M\M
119.0 12.50
m/z 57.10 29.37%
5000
91.0
39.0 65.0 ‘ ‘
0 ‘1‘5;?“:H\u“H_m‘“‘mw“‘ | P —
m/z--> 20 40 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032421\
Data File : VV020739.D

Acqg On : 24 Mar 2021 16:04

Operator : SY/MD

Sample : M1781-03 10X

Misc : 4.71g/5.0ml/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.596 4.29 ug/L 188774 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 70
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 50
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 49
4 Pentadecane, 7-methyl- 226 C1l6H34 006165-40-8 47
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 47

Abundance Scan 3594 (12.596 min): VV020739.D\data.ms (-3589) (- m/z 57.10 100.00%
57.1

. MM
85.1 133.1 P
112, ‘ 12.50
0“‘3‘5‘"‘1H““‘H“m“u“w“u“”“““;u‘m‘”‘1“,%7‘0"‘3‘””_” m/z 71.15  49.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38349: Decane, 3,8-dimethyl-
57.0
85.0
5000 — :
12.50
m/z 43.10 32.17%
113.0 141.0
O ‘\\\\“i\\M‘\\“}\‘w‘\\\‘\\‘\‘\‘\\\\i‘\\\\’l\zo\.p‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59890: Tridecane, 3-methyl-
57.0
T \
12.50
5000 ITI/Z 41.10 30.27%
29.0
‘ ‘ 85.0 169.0
S L X B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71405: Dodecane, 2,6,10-trimethyl- —— ‘
57.0 12.50
m/z 56.10 26.03%
5000
29.0 85.0
Ll M0 1650 1630 2060
e e A e e ——
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\VVv032421\
Data File : VV020739.D

Acqg On : 24 Mar 2021 16:04

Operator : SY/MD

Sample : M1781-03 10X

Misc : 4.71g/5.0ml/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.895 6.89 ug/L 303221 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 92
2 Tetradecane 198 C14H30 000629-59-4 83
3 Dodecane 170 C12H26 000112-40-3 81
4 Tetradecane 198 C14H30 000629-59-4 80
5 Tridecane 184 C13H28 000629-50-5 80
Abundance Scan 3687 (12.895 min): VV020739.D\data.ms (-3681) (- m/z 57.10 100.00%
57.1
85.1
— ——
119.1 170.2 12.50 13.00
0 bl g YA COE 2068 4310 74.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38315: Dodecane
57.0
5000 — —
85.0 12.50 13.00
290 m/z 71.10 55.84%
L 120 1410 1700
O\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
57.0
— ——
12.50 13.00
5000 85.0 m/z 41.10 44.05%
29.0
g e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38317: Dodecane “ —
57.0 12.50 13.00
m/z 85.10 32.77%
) T W
29.0
112.0 170.0
ool b L L g0 a0 0 TN
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32421\
Data File : VV020739.D

Acqg On : 24 Mar 2021 16:04

Operator : SY/MD

Sample : M1781-03 10X

Misc : 4.71g/5.0ml1/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 10.130 4.5 ug/L 197283 3 11.255 2200250 50.0
(DEL) Alkane: S... 10.583 2.8 ug/L 123358 3 11.255 2200250 50.0
(DEL) Alkane: S... 11.796 3.5 ug/L 152187 3 11.255 2200250 50.0
Benzene, 1,2,4,... 12.471 2.6 ug/L 114512 3 11.255 2200250 50.0
(DEL) Alkane: S... 12.596 4.3 ug/L 188774 3 11.255 2200250 50.0
(DEL) Alkane: S... 12.895 6.9 ug/L 303221 3 11.255 2200250 50.0
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