LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 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_ X\Method\SFAMXLM110821WMA.M
Title : VOC Analysis

Signal : TIC: VX@25105.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.368 42 46 53 rVB 110290 117424 0.41% 0.186%
2 1.660 90 94 101 rVB 108627 118403 0.41% 0.187%
3 2.306 194 200 210 rVB2 177350 321065 1.12% 0.508%
4 2.709 262 266 267 rBvV2 1286 1207 0.00% 0.002%
5 2.794 272 280 281 rBV5 4213 6702 0.02% 0.011%
6 3.099 324 330 339 rVWv2 8453 19078 0.07% 0.030%
7 3.233 350 352 357 rVB2 450 650 0.00% 0.001%
8 3.282 357 360 363 rBV 526 669 0.00% 0.001%
9 3.446 374 387 398 rBvV 49705 107649 0.38% 0.170%
10 3.599 411 412 417 rVB2 800 1135 0.00% 0.002%
11 3.666 420 423 426 rBV3 517 638 0.00% 0.001%
12 3.837 445 451 453 rBv2 370 591 0.00% 0.001%
13 3.983 473 475 479 rVB2 864 970 0.00% 0.002%
14 4.032 479 483 485 rBV 904 1212 0.00% 0.002%
15 4.056 485 487 495 rVV5 1166 1508 0.01% 0.002%
16 4.209 509 512 516 rBV3 1095 1572 0.01% 0.002%
17 4.366 519 528 539 rVB5 21132 58227 0.20% 0.092%
18 4.483 545 557 570 rBV3 76101 291122 1.02% 0.461%
19 5.062 638 652 665 rBv 105544 323920 1.13% 0.513%
20 5.391 692 706 719 rBV 1415317 4363765 15.28% 6.905%
21 5.836 768 779 789 rBV7 5426 19235 0.07% 0.030%
22 5.977 790 802 824 rVB3 258667 775317 2.71% 1.227%
23 6.306 855 856 858 rBV3 628 567 ©0.00% 0.001%
24 6.355 858 864 873 rVB5S 3901 10690 0.04% 0.017%
25 6.623 900 908 916 rVB4 7761 19269 0.07% 0.030%
26 6.696 916 920 923 rBV 464 893 0.00% 0.001%
27 6.769 923 932 942 rBV 189744 454587 1.59% 0.719%
28 6.928 955 958 961 rVB 414 621 ©0.00% 0.001%
29 7.135 979 992 1013 rBV 8823081 18553411 64.96% 29.358%
30 7.318 1014 1022 1028 rBV 154453 333069 1.17% 0.527%
31 7.659 1074 1078 1085 rBV6 2437 4616 0.02% 0.007%
32 7.781 1092 1098 1103 rBVS5 2058 4247 0.01% 0.007%
33 7.891 1113 1116 1118 rBvV2 517 603 0.00% 0.001%
34 7.964 1122 1128 1130 rBV4 2421 3561 ©0.01% 0.006%
35 8.183 1161 1164 1170 rBV4 1370 2311 0.01% 0.004%
36 8.281 1175 1180 1182 rBV3 5008 7749 0.03% 0.012%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 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_ X\Method\SFAMXLM110821WMA.M
Title : VOC Analysis
37 8.330 1182 1188 1195 rVB 120702 187417 ©0.66% 0.297%
38 8.439 1202 1206 1210 rBvV3 4163 7262 0.03% 0.011%
39 8.604 1226 1233 1235 rBV3 7288 12901 0.05% 0.020%
40  8.653 1235 1241 1246 rVV 353931 585438 2.05% 0.926%
41  8.732 1246 1254 1272 rVB 18575898 28561510 100.00% 45.195%
42 8.915 1279 1284 1286 rBV2 16188 22524 0.08% 0.036%
43 8.952 1286 1290 1299 rVB 92327 142888 0.50% 0.226%
44  9.104 1312 1315 1320 rVB4 4042 5973 0.02% 0.009%
45  9.153 1320 1323 1329 rBV6 2748 4509 0.02% 0.007%
46  9.195 1329 1330 1333 rBV3 729 752 0.00% 0.001%
47  9.275 1337 1343 1350 rBV = 217348 320783 1.12% 0.508%
48 9.391 1356 1362 1374 rVB 268380 385783 1.35% 0.610%
49 9.512 1376 1382 1386 rBVS8 6184 12162 0.04% 0.019%
50 9.561 1386 1390 1395 rVB 11148 15606 0.05% 0.025%
51 9.622 1395 1400 1405 rBV2 13362 19695 0.07% 0.031%
52 9.762 1417 1423 1426 rBV5 3974 6741 0.02% 0.011%
53 9.829 1429 1434 1438 rBv4 9916 19953 0.07% 0.032%
54  9.909 1443 1447 1452 rVB2 23043 32986 0.12% 0.052%
55 9.964 1452 1456 1458 rvVvB3 818 1123 0.00% 0.002%
56 10.012 1458 1464 1467 rBV 24566 38291 0.13% 0.061%
57 10.055 1467 1471 1478 rVB 410773 546953 1.92% 0.865%
58 10.195 1488 1494 1499 rBV 60843 88670 0.31% 0.140%
59 10.305 1502 1512 1517 rBV 134207 227707 0.80% 0.360%
60 10.366 1517 1522 1532 rVB 180833 247273 0.87% 0.391%
61 10.457 1532 1537 1542 rBvV4 12713 17572 0.06% 0.028%
62 10.543 1546 1551 1552 rBV4 5328 7870 0.03% 0.012%
63 10.592 1552 1559 1563 rBv4 35905 57771 0.20% 0.091%
64 10.646 1564 1568 1571 rBV2 48694 65104 0.23% 0.103%
65 10.787 1583 1591 1595 rBV 118122 178375 0.62% 0.282%
66 10.860 1595 1603 1606 rBv4 70578 126392 0.44%  0.200%
67 10.896 1606 1609 1614 rVB 80402 108300 ©.38% 0.171%
68 10.957 1615 1619 1623 rVB5 17732 31905 0.11% 0.050%
69 11.000 1623 1626 1628 rBV3 17442 22398 0.08% 0.035%
70 11.030 1628 1631 1635 rBvV2 41501 51673 0.18% 0.082%
71 11.085 1638 1640 1642 rBV 70880 68100 0.24% 0.108%
72 11.195 1651 1658 1662 rBV 370975 535139 1.87% 0.847%
73 11.311 1673 1677 1678 rBV 19338 23481 0.08% 0.037%
74 11.384 1685 1689 1694 rBV 74184 118534 ©0.42% 0.188%
75 11.433 1694 1697 1700 rVV 80099 131376 ©0.46% 0.208%

76 11.482 1701 1705 1710 rVB 770607 910194 3.19% 1.440%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 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_ X\Method\SFAMXLM110821WMA.M
Title : VOC Analysis
77 11.719 1740 1744 1746 rBV 178162 196593 0.69% 0.311%
78 11.756 1746 1750 1759 rVB 229987 364549 1.28% 0.577%
79 11.8%0 1770 1772 1777 rVB4 67011 85605 0.30% 0.135%
80 11.945 1778 1781 1784 rBV 79604 97246 0.34% 0.154%
81 12.024 1789 1794 1800 rVV2 459625 634712  2.22% 1.004%
82 12.091 1800 1805 1811 rVB3 106093 239597 0.84% 0.379%
83 12.268 1832 1834 1838 rVB 47974 49259 0.17% 0.078%
84 12.323 1838 1843 1849 rVB 493049 657879  2.30% 1.041%
85 12.427 1856 1860 1864 rVV 455463 493861 1.73% 0.781%
86 12.469 1864 1867 1873 rVB4 51354 85076 ©0.30% 0.135%
87 12.689 1899 1903 1906 rBV3 26410 41864 0.15% ©0.066%
88 12.890 1932 1936 1944 rBVS5 37637 83677 ©0.29% 0.132%
89 13.268 1993 1998 2001 rBV2 104586 144611 0.51% 0.229%
90 13.774 2078 2081 2084 rBV3 13688 17006 0.06% 0.027%
91 13.847 2089 2093 2099 rVB4 18541 30072 0.11% 0.048%
92 14.042 2121 2125 2128 rBV 55083 60660 0.21% 0.096%
93 14.755 2239 2242 2245 rBV 16415 20858 0.07% 0.033%
94 15.615 2378 2383 2386 rBV4 6558 9830 ©0.03% 0.016%
95 15.804 2410 2414 2415 rBV3 1288 1918 0.01% 0.003%
96 16.072 2456 2458 2459 rBV2 1168 685 ©0.00% 0.001%
97 16.316 2494 2498 2499 rVB4 780 720 0.00% 0.001%
98 16.347 2499 2503 2504 rBV2 1065 1362 0.00% 0.002%
99 16.462 2521 2522 2527 rBV 595 578 0.00% 0.001%
100 16.706 2559 2562 2563 rBV3 683 817 ©0.00% 0.001%
Sum of corrected areas: 63196372
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX025105.D\data.ms
1.5e+07
le+07
5000000
5.391
1.368  1.660 2306 270994 3.0@383.448 395G, 03TAHHS. 20306483 5062 /\ 5896977 6.3
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\V‘F—f /_Y_Y—‘\TY_F‘\\TT‘T\\\T\\\ ‘\\\ﬁ\\‘\m‘\\'\\‘\m
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
Abundance TIC: VX025105.D\data.ms
8.732
1.5e+07
le+07
7.135
5000000

355 6.680898.928 | | 7.318  7.65978BH64 8.182880138% {8&9&9@9@93%59&%&%}@ ARUBSEET

o’ T \/\\‘FT T T ﬁ—'—F LI R “’—17\7 T T\ T T 7\’/\‘7\ — \7/\\ " ST TT T T ‘7 T T ‘
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX025105.D\data.ms
1.5e+07
1le+07
5000000
117 %ﬁ% %32 6892 890 13.268 131378UT¥4.042 14.755 15.6156.804 16.07216630646216.70¢
O 7@@’\ @ T T T T ‘ T T T 7—"'\ T T T ‘ T T T T ‘ T T T ‘ [ T ‘ T T [ ‘ T [—
Time--> 12.00 12. 50 13 00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.446  11.84 ug/L 107649 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 90
2 n-Hexane 86 C6H14 000110-54-3 86
3 n-Hexane 86 C6H14 000110-54-3 78
4 2-Ethyl-oxetane 86 C5H100 1010386-40-2 78
5 Butanal, 2-methyl- 86 C5H100 000096-17-3 43

Abundance Scan 387 (3.446 min): VX025105.D\data.ms (-374) (-) m/z 57.10 100.00%

411 °71
5000
A RAEmwEEREE AR
113 82 3.20 3.40 3.60 3.80
Ol ety il L m/z 4110 83.87%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane
57.0
43.0
29.0
5000 L B I L LI L B
3.20 3.40 3.60 3.80
m/z 43.10 55.45%
86.0
: 1?0 \‘ ‘ \ 1.0
0\\\‘\\\\‘\\\\‘\\\\‘\\\\}\}\\‘\‘\\}‘\\\\“\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
R Ema
29.0 3.20 3.40 3.60 3.80
5000 m/z 56.10 48.39%
86.0
15.0 ‘ 71.0
ottt e e e e e
m/iz--> 0 10 20 30 40 50 60 70 80 90 A
Abundance #2038: n-Hexane A
57.0
43.0 3.20 3.40 3.60 3.80
m/z 42.10 34.58%
29.0
5000
86.0
15.0 ‘ ‘ 71.0
O e e e PO [ e
m/z--> 0 10 20 30 40 50 60 70 80 90 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 (DEL) Alkane: Cyclic4.306 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.306 6.40 ug/L 58227 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 58
2 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 53
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 53
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 50
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 45
Abundance Scan 528 (4.306 min): VX025105.D\data.ms (-519) (-) m/z 56.05 100.00%
56.0
41.1
5000 69.2
EARBAREER SR
‘ 84.1 4.00 4.20 4.40 4.60
0 H_m_m‘mH“MM“! M,;u“\,muw‘”w m/z 41.10 68.91%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 \\‘\\\\‘V\\\‘\\\\‘\\\\‘

4.00 4.20 4.40 4.60
m/z 69.20  48.28%

28.0 “ ‘ 84.0
0 H\%ﬁqw“HH‘H‘}JH‘\”}“!‘HW!H“\H“\H
m/z--> 10 20 40 50 60 70 80 90
Abundance #1694.Propane,2—cyd0propyh
56.0
41.0 AR AR H\H*w
4.00 4.20 4.40 4.60
5000 m/z 39.10 34.21%
21.0 69.0
b il il 0
m/z--> 10 40 60 70 80 90
Abundance #1660:Cydobutane,ethyL
56.0 4.00 4.20 4.40 4.60

m/z 42.10 31.32%

41.0
5000
28.0 60,0
15.0 JM }\ ‘ 84.0

m/z--> 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX@25105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
: VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
9.909 3.02 ug/L 32986 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 78
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
3 Octane, 4-methyl- 128 C9H20 002216-34-4 64
4 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 64
5 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 59
Abundance Scan 1447 (9.909 min): VX025105.D\data.ms (-1443) (-) m/z 43.10 100.00%
57.1
5000 71.2
85.1
‘ o
10.00
‘ ‘ 97.9 113.0 128.0
0 H,HH‘H‘«‘Hw‘H‘_‘HM‘H‘H‘WH‘W‘H‘MH‘_‘H‘HH m/z 41.10 59.39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14531: Octane, 2-methyl-
43.0
Al
5000 L
57.0 10.00
29.0 710 m/z 57.10  48.24%
0 | ‘H Il ‘ 7" 990 1130 1280
H’H\\‘\H\‘\H\‘\\H‘\H\‘\H\‘HH‘HH‘HH‘\H\‘\\H‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14555: Heptane, 2,4-dimethyl-
43.0
e
10.00
5000 m/z 71.20 38.25%
85.0
57.0 719
0 H‘ \‘ | 99.0 113.0 128.0
H,H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H,H‘W‘H‘“‘H
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 A
Abundance #14526: Octane, 4-methyl- g
43.0 10.00
m/z 85.10  33.96%
5000
85.0
29 0 57.0 710
AR ATy o
H,H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H pal—
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.366  22.60 ug/L 247273  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 90
2 Nonane 128 C9H20 000111-84-2 87
3 Octane 114 C8H18 000111-65-9 80
4 Octane 114 C8H18 000111-65-9 64
5 Nonane 128 C9H20 000111-84-2 62
Abundance Scan 1522 (10.366 min): VX025105.D\data.ms (-1517) (- | m/z 43.05 100.00%
43.0 57.1
5000
H H ‘ 99.2 128.2 10.00 10.50
Obreprrreprrreprertbee b ol etk | m/z 57.10 0 97.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14522: Nonane
43.0
T ,/\/AJ\J
5000
1000 1050
290 710 850 m/z 41.10 60.94%
Ll H ‘ 99.0 128.0
OH‘HH’HH’HH“HH‘H‘H‘HH‘\H\‘\1\\‘\\\\“\H\‘\H\‘\HM\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14520: Nonane
43.0
57.0 U
1000 1050
5000 m/z 85.20 34.33%
29.0 71.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8621: Octane A MA‘ ‘ ‘”Af@“A”
43.0 10.00 10.50
m/z 71.20 28.73%
5000
29.0 57.0 85.0
71.0
‘ ‘ ‘ 114.0
oH‘HH,HH,HH“1‘H‘H‘H‘HHlmw‘1‘ww_wmwww Ao S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX@25105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
: VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 (DEL) Alkane: Cyclic1@.592 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.592 5.28 ug/L 57771  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 53
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 49
3 Cyclohexane, 1l-ethyl-2-methyl- 126 CO9H18 003728-54-9 49
4 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 49
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 47

Abundance Scan 1559 (10.592 min): VX025105.D\data.ms (-1552) (- m/z 97.20 100.00%
55.0 97.2
5000 jtﬂwvwﬂﬂva
126.3 R -t
LT
O et el b e, m/z 55.05 93.61%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans-
ss0 970
5000 Wl :
10.50
210‘ ‘ 126.0 m/z 43.05 70.54%
0\H‘\HHiHH‘V‘L‘\‘U\\“‘HH“H‘H‘\“\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13289: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0
T f
10.50
5000 m/z 57.05 70.02%
2.0 126.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl- —=d
550 97.0 10.50
m/z 41.05 63.11%
5000
270 | ‘ 126.0 W
S — vl
m/z--> 20 40 60 80 100120140160180200220240260 10.50

SFAMXLM110821WMA.M Wed Nov 10 07:10:51 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.787 16.31 ug/L 178375  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 81
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 74
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 72
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 68
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 64
Abundance Scan 1591 (10.787 min): VX025105.D\data.ms (-1583) (- m/z 57.10 100.00%
57.1
41.1
5000
—7a =
8L.1 1132 10.50 11.00
1 A 1423
0Lty b TSP m/z 71,10 69.88%
m/z--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl-
57.0 A
5000 j
10. 50 11.00
4L 3o 43.10  55.64%
85.0 '
miz-> 20 40 60 80 100 120 140
Abundance #22104: Octane, 2,6-dimethyl-
57.0
—= red—
10.50 11.00
5000 m/z 41.10 53.93%
410
113.0
T -
m/iz--> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl- A T
57.0 10.50 11.00
m/z 56.10 34.89%
5000
41.0 113.0
85.0
o2 »b‘ S N I
m/z--> 60 80 100 120 140 lO 50 11 00

SFAMXLM110821WMA.M Wed Nov 10 07:10:52 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 (DEL) Alkane: Cyclic10.860 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.860  11.55 ug/L 126392  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 81
2 Cyclohexane, (1-methylethyl)- 126 C9H18 PPP696-29-7 81
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 74
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 74
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 72
Abundance Scan 1603 (10.860 min): VX025105.D\data.ms (-1595) (- m/z 83.10 100.00%
83.1
55.1
5000
390
- PR
‘ MH 984 12‘6'2 1050  11.00
bl Ml SR L 1423, 55 15 8e.94%
m/z--> 20 40 60 80 100 120 140
Abundance #13203: Cyclohexane, propyl-
3.0
55.0
5000 = ——
10.50 11.00
3000 126.0 m/z 82.20 57.95%
O T T ‘ \H\ \“H\ T \“!“ \‘H‘\ \“‘1 T \9\‘8.‘0\ 1T ‘ \‘\ L ‘ L
miz-> 20 40 60 80 100 120 140
Abundance #13247: Cyclohexane, (1-methylethyl)-
55.0 83.0
s »/‘\JUVUA
10.50 11.00
5000 m/z 41.10 54.54%
39.0 M 126.0
oL U M Al o |
miz--> 20 40 60 80 100 120 140
Abundance #13251: Cyclohexane, (1-methylethyl)- = —
55.0 10.50 11.00
83.0
m/z 57.10  35.31%
5000
210 126.0
S O O O Y- i N R OV 9,191V, 9 L)
m/z--> 20 40 60 80 100 120 140 10.50 11.00

SFAMXLM110821WMA.M Wed Nov 10 07:10:53 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 1,3,2-Dioxaborolane, 4,4-di... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.896 9.90 ug/L 108300 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,2-Dioxaborolane, 4,4-dimethy... 142 C6H11BO3 1000063-89-2 64
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 53
3 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 53
4 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 47
5 Hexane, 3-ethyl-2,5-dimethyl- 142 C1eH22 052897-04-8 43
Abundance Scan 1609 (10.896 min): VX025105.D\data.ms (-1606) (- m/z 57.10 100.00%
57.1
5000
98.2
T =
39 10.50 11.00
o 7oy L as03 4310 48.39%
miz--> 20 40 60 80 100 120 140 160
Abundance #22350: 1,3,2-Dioxaborolane, 4,4-dimethyl-5-oxo-, 2-ethy
57.0
5000 1050 1100
98.0 . :
20.0 m/z 41.10 42.08%
O' ‘ T \“\77\.‘0}‘\ T \H‘ LI \1;2\‘6\.\0%?3\.\0\ T ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #22131: Heptane, 3-ethyl-2-methyl-
57.0
\‘/\‘ T T ‘ T
10.50 11.00
5000 m/z 98.20 33.40%
98.0
29.0
O 790 L 1420
miz--> 20 40 60 80 100 120 140 160 AJJJV\
Abundance #45511: Decane, 2,5-dimethyl- e e
57.0 10.50 11.00
m/z 56.10 22.21%
5000
29.0
98.0
o | I, ro, | 1270 1550
T e e e o —
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00

SFAMXLM110821WMA.M Wed Nov 10 07:10:56 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX@25105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
: VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1@ (DEL) Alkane: Straight-Chai... Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
10.957 2.92 ug/L 31905 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decene, 7-methyl-, (Z)- 154 C11H22 074630-23-2 47
2 1-Octene, 2,6-dimethyl- 140 C10H20 006874-29-9 43
3 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 43
4 4-Nonene, 2-methyl- 140 C10H20 055724-84-0 43
5 3-Nonene, 2-methyl- 140 C10H20 053966-53-3 38

Abundance Scan 1619 (10. 957 min): VX025105.D\data.ms (-1615) (- m/z 55.10 100.00%
5.1 105.0
5000
77.0
F
s ol L Y oo
om_m,“”‘”‘ bl [ 1803, Ge2e 87.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31435: 2-Decene, 7-methyl-, (2)-
55.0
5000 N T
11.00
29.0 84.0 1110 m/z 105.00  86.92%
o | \‘ 1200 1540
\\\‘\1\\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 60 100 120 140 160
Abundance #20695. 1—Octene, 2,6-dimethyl-
56.0
A A
11.00
5000 m/z 56.10 77 .84%
29.0
‘ 84.0 111.0 140.0
0 ““‘L“ el ‘!“““1“w“““““
m/iz--> 20 60 80 100 120 140 160
Abundance #3730:1—Hexene,34neﬂwk T
55.0 11.00
m/z 70.15 57.89%
5000
27.0
H “ 83.0
0 ““““ e “Hu‘ N“‘J““““““““‘ —
m/z--> 60 80 100 120 140 160 11.00

SFAMXLM110821WMA.M Wed Nov 10 07:10:57 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.031 4.72 ug/L 51673  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 53
2 Octane, 4-ethyl- 142 C10H22 015869-86-0 53
3 1,3,2-Dioxaborolane, 4,4-dimethy... 142 C6H11BO3 1000063-89-2 53
4 Decane 142 C10H22 000124-18-5 50
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 50
Abundance Scan 1631 (11.030 min): VX025105.D\data.ms (-1628) (- m/z 57.10 100.00%
57.1
5000 411
98.2
Ll | nep s
ol Ml Jr72) G 342 423 ny; 43.10 71.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33078: Undecane
43.0
5000 JWM |
71.0 11.00
m/z 41.10 43.59%
27,0
O T ‘ \‘\ T \"‘\ T \H!" T \“i T ’ 1‘\ \9\%"0\ T \‘\ ’J-\27\.\0\ ‘ T \1??-‘0\
miz--> 20 40 60 80 100 120 140 160
Abundance #22071: Octane, 4-ethyl-
57.0
T I
11.00
5000 4110 m/z 71.10 27.25%
85.0 112.0
[ 1420
ol ol
m/z--> 20 40 60 80 100 120 140 160 JMM
Abundance #22350: 1,3,2-Dioxaborolane, 4,4-dimethyl-5-oxo-, 2-ethy e N e ‘
57.0 11.00
m/z 56.10 25.42%
5000
21,0 98.0
oLl T30 12601420 L
m/z--> 20 40 60 80 100 120 140 160 11.00

SFAMXLM110821WMA.M Wed Nov 10 07:10:58 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.085 5.36 ug/L 68100 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 74
2 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
3 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 59
4 Oxalic acid, 2-ethylhexyl hexyl ... 286 C16H3004 1000309-38-9 53
5 Nonane, 4-methyl- 142 C1eH22 017301-94-9 50
Abundance Scan 1640 (11.085 min): VX025105.D\data.ms (-1638) (- m/z 57.10 100.00%
57.1
5000
98.1
39 ‘ 20 ‘ 11.00
bl 72 1422 4316 59,02
m/z--> 20 40 60 80 100 120 140 160
Abundance #22082: Nonane, 4-methyl-
57.0
5000 0
98.0 1. .
29.0 m/z 71.15 45.74%
“ Uﬂ ‘ 142.0
O\\\’\\\\’\\‘ \}\’\\\\‘\\}‘\‘\‘\\\“\\\\‘\
miz--> 20 60 100 120 140 160
Abundance #14594: Pentane, 2,2,3,3-tetramethyl-
i e
11.00
5000 m/z 70.15 33.23%
29.0
M hﬂ 99.0
0 “‘,““ Ly ,“M‘,u “N“‘J““““““‘
m/iz--> 60 80 100 120 140 160
Abundance #59060:Undecane,4w5{mﬂethyk PR ‘
57.0 11.00
m/z 41.10 32.92%
5000
29.0 112.0
ol M AL W,
m/z--> 40 60 80 100 120 140 160 11.00

SFAMXLM110821WMA.M Wed Nov 10 07:10:59 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Benzene, 1l-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.384 9.34 ug/L 118534  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 87
Abundance Scan 1689 (11.384 min): VX025105.D\data.ms (-1685) (- m/z 105.10 100.00%
105.1
5000 M
120.2
551 772 11.00 11.50
90 4 [l 140.1
O L e LS T T S o L ST B et m/z 120.20  30.12%
miz-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 — AM‘ A
120.0 11.00 11.50
m/z 91.10 13.69%
39.0 77.0
Ot T \‘\ T \“‘\ \“1‘5\?“9\‘\ T \““ T \‘1 T ‘H‘\ \‘\“‘\ L
miz-> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
PRI
11.00 11.50
5000 m/z 77.15 12.85%
120.0
77.0
ol 280, 2 299 b
m/iz--> 20 40 60 80 100 120 140
Abundance #10725: Benzene, 1-ethyl-3-methyl- Pt .
105.0 11.00 11.50
m/z 55.10 11.56%
5000
120.0
77.0
0 \\\‘2\7‘1.0”“ o5 T T
m/z--> 20 40 60 80 100 120 140 11.00 11.50

SFAMXLM110821WMA.M Wed Nov 10 07:11:00 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.890 6.74 ug/L 85605 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 50
2 Decane, 3-methyl- 156 C11H24 013151-34-3 50
3 Tetradecane 198 C14H30 000629-59-4 47
4 Nonadecane 268 C19H40 000629-92-5 47
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 43
Abundance Scan 1772 (11.890 min): VX025105.D\data.ms (-1770) (- m/z 57.05 100.00%
57.0 105.1
5000
3 H H ‘ ]"3‘42 156.0 11.50 12.00
OFrrr oAl “mwmw e m/z 105.10  96.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33085: Decane, 3-methyl-
57.0
5000
20.0 85.0 11.50 12.00
m/z 71.20  75.35%
126.0
O\\\‘\‘i\\U}\\"\1“}\"1‘\\\‘\\\\‘\‘\\\‘\]\_\5\6‘(\)\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33092: Decane, 3-methyl-
57.0
P Pt
11.50 12.00
5000 m/z 41.10 58.51%
29.0 85.0
127.0
) S W Y PR - N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane = e
57.0 11.50 12.00
m/z 85.20 54.66%
5000
85.0
29.0
ool L L 130 110 1o 1500
H‘_"w‘H“H‘w“u‘u‘w“u‘u“_‘H“H‘_
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00

SFAMXLM110821WMA.M Wed Nov 10 07:11:01 2021 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 (DEL) Alkane: Cyclic11.945 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.945 7.66 ug/L 97246  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 80
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64
5 Fumaric acid, heptadecyl trans-h... 436 C27H4804 1000348-89-7 43
Abundance Scan 1781 (11.945 min): VX025105.D\data.ms (-1778) (- m/z 83.15 100.00%
83.2
55.1
5000
140.3 5_2‘06
L ‘H\ A3 228.€ ' P
O R e e Rama m/z 82.10 73.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20678: Cyclohexane, butyl-
83.0
55.0
5000 1
12.00
290 140.0 m/z 55.10 72.92%
O \\\‘\H\\““\\\“!“\‘}“\\“‘1\\\“1\1\]\_\.‘0\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13260: Cyclohexane, (1-methylethyl)-
83.0
55.0 0
12.00
5000 m/z 41.10 61.40%
270 ‘ 126.0
0 H‘_UHN‘H“M‘;‘HMm_H‘_“H_m,w_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13247: Cyclohexane, (1-methylethyl)- e
55.0 83.0 12.00
m/z 67.05 30.97%
5000
27.0 M 126.0
0“W‘“HMMNM‘1Hﬂu“_‘m“u‘_“W‘u"H‘W“H‘H“ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Benzene, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.091 18.87 ug/L 239597 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1805 (12.091 min): VX025105.D\data.ms (-1800) (- m/z 105.10 100.00%
105.1
5000
120.2
51.0 771 91.0 12.00
O perre e 8B el m/z 120.20 34.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10716: Benzene, 1,2,4-trimethyl-
105.0
120.0 /\
5000 I - :
12.00
390 770 410 m/z 77.10 15.36%
15.0 ‘ 63.0 ‘ ‘
O\H‘\HH‘H\M‘\H\“H\\HUHH\‘\‘H‘H\U‘HH‘HH‘\ul\‘\\‘\‘\“\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
N \
12.00
5000 120.0 m/ 91.05 13.04%
28.0 77.0 91.0
51.0
o‘H‘lf?‘HJ!"H“pu"Hw”‘_JH‘H“1“‘H‘“"H_‘!Mm“mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\
Abundance #10695: Mesitylene
105.0 1200
m/z 79.10 8.45%
120.0
5000
39.0 77.0 91.0
P SN PR P A T y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Benzene, 1-methyl-3-propyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.268 3.88 ug/L 49259 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 86
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 80
3 Benzene, 1-methyl-3-propyl- 134 C1eH14 001074-43-7 78
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 72
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 72
Abundance Scan 1834 (12.268 min): VX025105.D\data.ms (-1832) (- m/z 105.10 100.00%
105.1
5000 H
134.2
390 77.0 ‘ ‘ 12.00 12.50
0 220 bt ek e 2888 m/z 106,20 16.66%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
5000 k {\ . AMR
12.00 12.50
134.0 m/z 134.20  16.57%
39.0 77.0 |
O\H’\‘H\“‘H‘\‘\“\‘H\““Hh\"}\\‘\“‘\\\‘\‘HH‘HH’H\\‘HH‘HH’HH‘HH
m/z--> 20 40 60 80 100120140160180200 220240260
Abundance #17039: Benzene, (1-methylpropyl)- Afl
105.0
AN VAL
12.00 12.50
5000 ITI/Z 77 .00 12.94%
770 134.0
m/z--> 20 40 60 80 100120140160180200 220240260
Abundance #17048: Benzene, 1-methyl-3-propyl- 7 —
105.0 12.00 12.50
m/z 79.00 9.09%
5000
134.0
0 T
O brrrprrr et e e e e e e e e 7 7
m/z--> 20 40 60 80 100120140160180200 220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Carbonic acid, prop-1l-en-2-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.427  38.90 ug/L 493861 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 90
2 Undecane 156 C11H24 001120-21-4 81
3 Undecane 156 C11H24 001120-21-4 80
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 78
5 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 72
Abundance Scan 1860 (12.427 min): VX025105.D\data.ms (-1856) (| m/z 57.10 100.00%
57.1
5000
85.2
Lz s e
Ot it p e e e m/z 43.10  93.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
5000
12.50
29.0 85.0 m/z 41.10 56.71%
ool h ‘h‘ M10 1540 1820 227
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33078: Undecane
43.0
—5
12.50
m/z 71.10 50.72%
5000 71.0
0 “ H‘\ l, \‘ Q%O \127'0 15§'O
AR e o e A B Ao R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 VAJWJL
Abundance #33077: Undecane e =4
57.0 12.50
m/z 85.15 31.74%
5000
85.0
29.0
BEY 1130  156.0
O bbb e by o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 unknown-01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.469 6.70 ug/L 85076  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanone, 1-phenyl- 134 CS9H1e0 000093-55-0 35
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 35
3 1-Propanone, 1-phenyl- 134 C9H1e0 000093-55-0 35
4 Benzeneacetaldehyde, 4-methyl- 134 C9H100 000104-09-6 35
5 1(3H)-Isobenzofuranone 134 C8H602 000087-41-2 35
Abundance Scan 1867 (12.469 min): VX025105.D\data.ms (-1864) (- m/z 105.05 100.00%
105.1
5000 551
7.2 134.2
oo Ll b L | s
(N T “w‘“ SR | A b I m/z 55.10 37.72%
m/z--> 20 40 60 80 100 120 140
Abundance #17546: 1-Propanone, 1-phenyl-
105.0
5000 7.0 T
12.50
51.0 134.0 m/z 97.10 33.17%
o -
O\\\‘\‘\‘\\"\\\\‘\\\‘1“\\\\‘\\\\‘\\\\‘\\\\\
miz--> 20 40 60 80 100 120 140
Abundance #17051: Benzene, 1-methyl-3-propyl-
105.0
—
12.50
5000 m/z 69.10 31.11%
77.0 134.0
39.0 ‘
o250 0 se0 | Lo L
miz--> 20 40 60 80 100 120 140
Abundance #17542: 1-Propanone, 1-phenyl- —
105.0 12.50
m/z 77.20 27.03%
77.0
5000
51.0 134.0
27.0 ‘ ‘
e Sl
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.689 3.30 ug/L 41864 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 64
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 53
3 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 52
4 Decane, 3,3,5-trimethyl- 184 C13H28 062338-13-0 50
5 Undecane, 4-methyl- 170 C12H26 002980-69-0 50
Abundance Scan 1903 (12.689 min): VX025105.D\data.ms (-1899) (- m/z 71.10 100.00%
71.1
41.0
5000
117.2 N RN
97.2 409 12.50 13.00
Ll 4 197.4 ;
0! NN O A OV MBS m/z 57.18  94.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59064: Undecane, 3,8-dimethyl-
57.0
5000
85.0 12.50 13.00
29.0 m/z 41.05 83.48%
L
0\\‘\“\\\“‘\\\\“\\‘}\“}‘\\\’\\‘\\‘\‘\\\“\\\‘\‘\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
P P
12.50 13.00
5000 85.0 ITI/Z 43.15 62.13%
29.0 ‘ 127.0
obrpdll e | 1550 1830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59111: Nonane, 5-(1-methylpropyl)-
57.0 12.50 13.00
m/z 85.15 54.60%
85.0
5000
290 126.0
RO O Y OO - S s s
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_X\Data\VX110821\
Data File : VX@25105.D

Acqg On : 08 Nov 2021 19:03

Operator JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
: VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 21 (DEL) Alkane: Cyclic12.890 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.890 6.59 ug/L 83677 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 68
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 59
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 59

Abundance Scan 1936 (12.890 min): VX025105.D\data.ms (-1932) (- m/z 55.20 100.00%
55.2 83.2
5000
T P
‘ 052 105, 41 12.50 13.00
ol 38 Ll T T L wjz 83.15 93.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31430: Cyclohexane, pentyl-
55.0 83.0
5000 — S
12.50 13.00
290 154.0 m/z 82.20 70.00%
O\\\‘\H\\‘f“\\\w\\“l\\\“\1\1]\_.\0‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0 o Pl MM
12.50 13.00
5000 m/z 41.10 58.89%
29.0 ‘ 154.0
Oy o il W 1120 3320 ]
m/z--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl- 7 ™
83.0 12.50 13.00
m/z 57.10 56.71%
55.0
5000
29.0 154.0
o N N - RN
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 22 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.268 11.39 ug/L 144611 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Tridecane 184 C13H28 000629-50-5 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 86
5 Dodecane 170 C12H26 000112-40-3 83

Abundance Scan 1998 (13.268 min): VX025105.D\data.ms (-1993) (- m/z 57.05 100.00%
57.0

5000
85.1
5 =
13.00 13.50
113.3 170.3
Ol e AL L 2 mjz 43.10 94.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45479: Dodecane
43.0
71.0
5000 T A=
13.00 13.50
m/z 41.10 55.86%
‘ ‘ H 98.0 1257.0 170.0
0‘\‘\H“HH‘H“H‘l\HH‘H”\‘H;\‘H\\‘H‘\\‘\H\‘\\H‘\\H‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59027: Tridecane
57.0
—— —
13.00 13.50
m/z 71.15 51.15%
5000, 0 85.0 /
H ‘ 113.0 1410 184.0
% a0 6o ‘8‘6!‘ 160 130 140 160 180 250 330 20
m/z-->
Abundance #59025: Tridecane ”Wﬁvwgkvw‘ I
57.0 13.00 13.50

m/z 85.10  33.20%

5000
29.0 85.0
o L m30mmo s o ol

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX@25105.D

Acqg On : 08 Nov 2021 19:03

Operator JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
: VOC Analysis

TIC Library
TIC Integration Parameters:

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
14.042 4.78 ug/L 60660 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tridecane 184 C13H28 000629-50-5 87
3 Tridecane 184 C13H28 000629-50-5 83
4 Dodecane 170 C12H26 000112-40-3 78
5 Hexatriacontane 507 C36H74 000630-06-8 72

Abundance Scan 2125 (14.042 min): VX025105.D\data.ms (-2121) (| m/z 57.15 100.00%
57.1
5000 85.2
14.00 |
126.2 184.2 :
O — 3052 0T 1845 1882 43 00 o6.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59029: Tridecane
57.0
5000 o :
85.0 14.00
290 m/z 71.20 66.19%
| ‘ I 1130 1410 184.0
O\\\‘\‘\\\“M\\\‘\\‘\\“1\\\“‘\\f‘\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59028: Tridecane
57.0
Ay
14.00
5000 85.0 m/z 41.05 63.98%
29.0
‘ H | 1120 1410 184.0
bl b T, 140 A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59026: Tridecane T ‘
57.0 14.00
m/z 85.20 39.57%
5000
29.0 85.0
184.0
0 0 1410 ot i
m/z--> 40 60 80 100 120 140 160 180 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110821\
Data File : VX025105.D

Acqg On : 08 Nov 2021 19:03

Operator : JC/MD

Sample : M4464-08 10X

Misc : 6.57g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110821WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S 3.446 11.8 ug/L 107649 1 6.769 454587 50.0
(DEL) Alkane: C 4.306 6.4 ug/L 58227 1 6.769 454587 50.0
(DEL) Alkane: S... 9.909 3.0 ug/L 32986 2 10.055 546953 50.0
(DEL) Alkane: S... 10.366 22.6 ug/L 247273 2 10.055 546953 50.0
(DEL) Alkane: C 10.592 5.3 ug/L 57771 2 10.055 546953 50.0
(DEL) Alkane: S 10.787 16.3 ug/L 178375 2 10.055 546953 50.0
(DEL) Alkane: C... 10.860 11.6 ug/L 126392 2 10.055 546953 50.0
1,3,2-Dioxaboro... 10.896 9.9 ug/L 108300 2 10.055 546953 50.0
(DEL) Alkane: S... 10.957 2.9 ug/L 31905 2 10.055 546953 50.0
(DEL) Alkane: S... 11.031 4.7 ug/L 51673 2 10.055 546953 50.0
(DEL) Alkane: S... 11.085 5.4 ug/L 68100 3 12.024 634712 50.0
Benzene, 1l-ethy... 11.384 9.3 ug/L 118534 3 12.024 634712 50.0
(DEL) Alkane: S... 11.890 6.7 ug/L 85605 3 12.024 634712 50.0
(DEL) Alkane: C... 11.945 7.7 ug/L 97246 3 12.024 634712 50.0
Benzene, 1,2,3-... 12.091 18.9 ug/L 239597 3 12.024 634712 50.0
Benzene, 1-meth... 12.268 3.9 ug/L 49259 3 12.024 634712 50.0
Carbonic acid, ... 12.427 38.9 ug/L 493861 3 12.024 634712 50.0
unknown-01 12.469 6.7 ug/L 85076 3 12.024 634712 50.0
(DEL) Alkane: S 12.689 3.3 ug/L 41864 3 12.024 634712 50.0
(DEL) Alkane: C 12.890 6.6 ug/L 83677 3 12.024 634712 50.0
(DEL) Alkane: S 13.268 11.4 ug/L 144611 3 12.024 634712 50.0
(DEL) Alkane: S 14.042 4.8 ug/L 60660 3 12.024 634712 50.0
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