LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 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_ U\Method\SFAMULM@33123WMA.M
Title : VOC Analysis

Signal : TIC: VU@53507.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.594 71 79 105 rVB 174950 251551 16.23% 1.346%
2 1.829 117 152 153 rBV 21109 83225 5.37% 0.445%
3 1.870 159 165 179 rBV 55855 77131  4.98% 0.413%
4 2.157 246 254 263 rVB 26419 37129 2.40% 0.199%
5 2.542 361 374 393 rBV 357290 583905 37.68% 3.123%
6 3.057 511 534 546 rBV2 34634 81933 5.29% 0.438%
7 3.337 599 621 637 rVB2 32343 75807 4.89%  0.405%
8 3.674 707 726 743 rBV2 80937 180685 11.66% 0.966%
9 4.620 1007 1020 1059 rBV 95487 287730 18.57% 1.539%
106 5.054 1137 1155 1180 rBV 278529 645533 41.66%  3.453%
11 5.356 1235 1249 1261 rBV2 59960 130048 8.39% 0.696%
12 5.449 1262 1278 1299 rVB6 24506 77233 4.98% 0.413%
13 5.578 1299 1318 1336 rBV2 117726 250663 16.18% 1.341%
14 5.713 1340 1360 1387 rBV2 592508 1549669 100.00%  8.289%
15 5.838 1387 1399 1412 rVB2 19328 42044  2.71%  ©.225%
16 6.121 1470 1487 1499 rBV2 158247 300323 19.38% 1.606%
17 6.240 1511 1524 1545 rBV 432504 856517 55.27% 4.582%
18 6.337 1545 1554 1564 rVB3 21888 38404 2.48% 0.205%
19 6.523 1598 1612 1629 rBV8 13569 36761 2.37% 0.197%
20 6.684 1647 1662 1677 rBV 339099 684512 44.17% 3.661%
21  6.751 1678 1683 1691 rVV5 15681 27194 1.75% 0.145%
22 6.800 1692 1698 1705 rVV5 7912 13950 0.90% 0.075%
23 6.854 1705 1715 1730 rVB2 21680 41922 2.71% 0.224%
24  6.970 1739 1751 1769 rBV6 9364 19615 1.27% 0.105%
25 7.189 1809 1819 1828 rVV5 10405 19778 1.28% 0.106%
26 7.256 1831 1840 1852 rVB4 16108 33924 2.19% 0.181%
27 7.324 1852 1861 1872 rVB6 9150 15331 ©0.99% 0.082%
28 7.417 1874 1890 1900 rBV3 27066 68011 4.39% 0.364%
29 7.491 1901 1913 1919 rBV 68791 118172 7.63% 0.632%
30 7.558 1920 1934 1946 rVB2 187494 393137 25.37% 2.103%
31 7.652 1954 1963 1970 rBV 120408 192958 12.45% 1.032%
32 7.754 1987 1995 2007 rVB4 11345 19691 1.27% 0.105%
33 7.893 2011 2038 2053 rBV 771762 1385774 89.42% 7.413%
34 7.967 2053 2061 2068 rvv2 23769 38968 2.51% 0.208%
35 8.124 2096 2110 2118 rBV 165181 289941 18.71% 1.551%

36 8.176 2118 2126 2147 rVB 132206 279987 18.07% 1.498%

SFAMULMO33123WMA.M Mon Apr 03 17:30:55 2023 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 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_ U\Method\SFAMULM@33123WMA.M
Title : VOC Analysis
37 8.272 2148 2156 2169 rVvB2 25297 43101 2.78% ©0.231%
38 8.356 2169 2182 2194 rBV1e 5787 13575 ©0.88% 0.073%
39 8.449 2194 2211 2224 rVB10 8919 24140 1.56% 0.129%
40 8.533 2227 2237 2253 rVB5 19420 41713 2.69% 0.223%
41  8.642 2254 2271 2296 rBV 390123 761715 49.15% 4.074%
42 8.754 2296 2306 2311 rBV 28948 50876 3.28% 0.272%
43  8.928 2348 2360 2368 rBV9 10269 23452 1.51% 0.125%
44  8.983 2369 2377 2384 rBv4 11923 20474 1.32% 0.110%
45  9.118 2410 2419 2424 rBV2 18767 29304 1.89% 0.157%
46 9.169 2425 2435 2439 rVW3 68479 114182 7.37% 0.611%
47  9.205 2439 2446 2458 rVB 163811 279780 18.05% 1.497%
48  9.330 2475 2485 2497 rVB2 169208 279701 18.05% 1.496%
49 9.417 2498 2512 2525 rBV 595712 1060543 68.44% 5.673%
50 9.478 2526 2531 2549 rVB7 14134 30368 1.96% 0.162%
51 9.700 2590 2600 2603 rBV2 14570 25532 1.65% 0.137%
52 9.738 2604 2612 2637 rVB 160714 292191 18.86% 1.563%
53 9.857 2639 2649 2668 rBv4 19393 41648 2.69% 0.223%
54 9.951 2668 2678 2688 rBV5 10469 24314 1.57% 0.130%
55 10.012 2689 2697 2705 rvB4 18813 27399 1.77% 0.147%
56 10.111 2718 2728 2743 rBV5 33523 77160 4.98% 0.413%
57 10.246 2760 2770 2781 rVB4 31445 63407 4.09% 0.339%
58 10.343 2793 2800 2810 rVB5 20825 36747 2.37% 0.197%
59 10.397 2810 2817 2826 rVB3 22198 32130 2.07% 0.172%
60 10.549 2854 2864 2873 rBV4 80022 152948 9.87% 0.818%
61 10.619 2874 2886 2891 rVV3 65315 114472 7.39% 0.612%
62 10.754 2910 2928 2943 rVB2 651678 1123243 72.48% 6.008%
63 10.838 2943 2954 2967 rBV9 16025 37042 2.39% 0.198%
64 10.996 2998 3003 3011 rVB4 10373 13657 ©0.88% 0.073%
65 11.060 3015 3023 3029 rVV4 24465 38924 2.51% 0.208%
66 11.108 3029 3038 3056 rVB 136494 233697 15.08%  1.250%
67 11.201 3056 3067 3077 rBv4 23933 42892 2.77% ©0.229%
68 11.307 3091 3100 3110 rBV6 34338 61565 3.97% 0.329%
69 11.372 3114 3120 3126 rVV3 20285 25472 1.64% 0.136%
70 11.410 3126 3132 3141 rVB2 27541 40479 2.61% 0.217%
71 11.471 3144 3151 3152 rBV3 18451 18557 1.20% 0.099%
72 11.571 3176 3182 3187 rBVS5 13939 21130 1.36% 0.113%
73 11.635 3197 3202 3215 rBV9 11573 16720 1.08% 0.089%
74 11.738 3229 3234 3240 rVV3 16458 18573 1.20% 0.099%
75 11.809 3240 3256 3269 rVV 840594 1415917 91.37% 7.574%
76 11.870 3269 3275 3281 rVWV2 69751 98473 6.35% ©.527%

SFAMULMO33123WMA.M Mon Apr 03 17:30:55 2023 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 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_ U\Method\SFAMULM@33123WMA.M
Title : VOC Analysis
77 11.905 3282 3286 3295 rVB4 40964 53450 3.45% 0.286%
78 11.963 3299 3304 3308 rVV3 19922 27649 1.78% 0.148%
79 11.999 3308 3315 3324 rVB 71229 100989 6.52% 0.540%
80 12.082 3333 3341 3350 rBvV8 14223 30166 1.95% 0.161%
81 12.188 3363 3374 3390 rBV 933107 1518146 97.97% 8.121%
82 12.266 3391 3398 3406 rBVS5 20523 37078 2.39% 0.198%
83 12.323 3407 3416 3428 rVV 99678 147595 9.52% 0.789%
84 12.526 3475 3479 3490 rVB4 21320 35064 2.26% 0.188%
85 12.600 3498 3502 3512 rVB6 22703 34436  2.22% 0.184%
86 12.661 3514 3521 3530 rBV2 28067 43790 2.83% 0.234%
87 12.902 3590 3596 3601 rBV2 17254 24815 1.60% 0.133%
88 12.954 3607 3612 3621 rVB4 36816 54104 3.49% 0.289%
89 13.002 3622 3627 3633 rVB2 27583 29390 1.90% 0.157%
90 13.127 3661 3666 3678 rVB2 42981 64806 4.18% 0.347%
91 13.426 3752 3759 3766 rVB 60472 78635 5.07% 0.421%
92 14.089 3958 3965 3972 rVB2 25975 34736 2.24% 0.186%
93 14.169 3985 3990 4002 rVB6 20621 33490 2.16% 0.179%
94 14.446 4069 4076 4084 rVB2 47610 62549 4.04%  ©.335%
95 15.220 4307 4317 4327 rVB5 23556 43756  2.82% 0.234%
96 15.397 4364 4372 4384 rBV4 35574 60666 3.91% ©.325%
97 16.259 4634 4640 4643 rBV4 14274 17726 1.14% 0.095%
98 16.410 4679 4687 4692 rBV3 12706 19694 1.27% 0.105%
99 16.876 4825 4832 4839 rBVS5 11267 18519 1.20% 0.099%
100 17.127 4903 4910 4920 rVB6 17046 27385 1.77% 0.146%
Sum of corrected areas: 18695003
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU053507.D\data.ms
800000
600000 5.713
6.240
400000 2542 6.682
5.054
200000{  1.594 6.12
5.57
1.870 3.674 4.620 5.356
1.8 2.157 3.057 3%37 ' _4457/\ 838 .33%.523/6|7!
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘/\\\TY_‘—F\\\‘\\\\‘\\\\‘\\\\‘\!I\‘F\\\‘\\\1‘\\\\‘\\\\‘\\\ ‘\\\\‘T\\\‘\V_rﬁ»\\ /\\\T\\\T
Time--> 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 6.60
Abundance TIC: VU053507.D\data.ms
11.809 124
800000 7.893
10.754
600000 9.417
400000 8.642
7.558
200000 652 8.1&%6 9.203 9.738 11.108
7.4 9.169 ld‘g 1 99
oiﬁé.‘b?oq@'@ﬁﬁ 75471967 18.2725 845338 >4 mogl 4789.700.8398 2 KR89 7 886:b A 5EBISAT 90D
T I (LA A S e A wJ‘w/\‘ f = L B e B s s B L EL L A A S
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU053507.D\data.ms
800000
600000
400000
200000
2.323
13.426
ofp125266 Y 24582127 14108pg0 14146 15.24§.397 16269410  16.87617.127
0 T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ,\\"T‘N}\/\’\—‘/\\/\\*‘/\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_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 15
R.T. EstConc Area Relative to ISTD R.T.
3.057 4.78 ug/L 81933  1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 86
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 72
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 64
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 64
Abundance Scan 534 (3.057 min): VU053507.D\data.ms (-511) (-) m/z 43.10 100.00%
43.1
71.2
5000
“‘,
‘ 57"1 | e 2.80 3.00 3.20 3.40
0br e e e e m/z 71,200 56.27%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2048: Pentane, 2-methyl-
43.0
5000 71.0 ‘uu‘uu‘uu‘uu,\u

2.80 3.00 3.20 3.40

270 57.0 m/z 42.05 51.82%
86.0
O\\\‘\\\\‘]\-\5\(\)‘\\\‘\“\\\\“\}\\‘\\H‘\‘\\\\L\\\\‘\\l\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl-
43.0
“‘,
2.80 3.00 3.20 3.40
5000 m/z 41.10 44.77%
27.0 71.0
57.0 ‘
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2046: Pentane, 2-methyl- AR e
43.0 2.80 3.00 3.20 3.40

m/z 39.10  23.11%

5000
71.0
27.0 57.0
0 ‘ ‘ ‘ M‘ | 86.0

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
3.337 4.43 ug/L 75807 1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
3 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
4 Pentane, 3-methyl- 86 C6H14 000096-14-0 47
5 Butane, 1-chloro- 92 C4H9Cl 000109-69-3 42
Abundance Scan 621 (3.337 min): VU053507.D\data.ms (-599) (-) m/z 57.20 100.00%
5

72
411
5000 /\

| ‘ 711 ggo 3.00 3.20 3.40 3.60
0 ‘H_HwHH_m_w!mfuu‘:‘HwHwmwwww m/z 56.20 90.62%
miz—-> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #2049: Pentane, 3-methyl-

57.0
41.0
5000 e e e
270 3.00 3.20 3.40 3.60

m/z 41.10 56.19%
|

71.0 86.0
O \H‘.\H\‘HH‘\H\‘HH‘ H\‘\‘\‘\}‘HH“\H\‘H}\‘\H\‘HH‘\H\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2050: Pentane, 3-methyl-
|
R
41.0 3.00 3.20 3.40 3.60
5000 ITI/Z 43.10 19.40%
27)0
71.0
ol 220 L 10 880
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #14583: Hexane, 2,2,3-trimethyl- “‘H““J\‘H“_“w
57.0 3.00 3.20 3.40 3.60
m/z 39.10 16.06%
5000 41.0
27.0 o '/\A
0 ‘H_H“HH_H‘f“HHM:‘H“‘u“:‘HH‘}““‘ﬁ?:ﬂwwlﬁc"_ A/\,
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 3 2-Ethyl-oxetane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.674 10.55 ug/L 180685 1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 91
2 n-Hexane 86 C6H14 000110-54-3 83
3 n-Hexane 86 C6H14 000110-54-3 72
4 n-Hexane 86 C6H14 000110-54-3 72
5 n-Hexane 86 C6H14 000110-54-3 45

Abundance Scan 726 (3.674 min): VU053507.D\data.ms (-707) (-) m/z 57.10 100.00%

57.1
41.1
5000
86.2 SRR
| 711 3.40 3.60 3.80 4.00
obrrrr e e e e e e m/z 41.10 65.70%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
410 A
5000 L L L I B B
3.40 3.60 3.80 4.00
29.0 86.0 m/z 43.18 52.19%
71.0 ‘
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
R RARSEE
29.0 3.40 3.60 3.80 4.00
5000 m/z 56.20 48.85%
86.0
15.0 71.0
o | 4 M1 O MU SIS S
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane e
57.0 3.40 3.60 3.80 4.00
43.0 m/z 42.10  28.88%
29.0
5000
15.0 ‘ 86.0
71.0
o"“2:9"‘H“"H11"H‘;‘m"m_WMHWWH AN TR VA
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00

SFAMULM@33123WMA.M Mon Apr 03 17:31:00 2023 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 10

R.T. EstConc Area Relative to ISTD R.T.
5.356 7.59 ug/L 130048 1,4-Difluorobenzene 6.240
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2-methyl- 100 C7H16 000591-76-4 91
2 Hexane, 2-methyl- 100 C7H16 000591-76-4 90
3 Hexane, 2-methyl- 100 C7H16 000591-76-4 83
4 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 59
5 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 59
Abundance Scan 1249 (5.356 min): VU053507.D\data.ms (-1235) (-) m/z 43.10 100.00%
43.1
85.2
5000 57.1
R RN RaEnaREE
‘ 711 100.2 5.00 5.20 5.40 5.60
o‘H_m_m_m_mi‘:‘MWHup(”WMWJWW m/z 85.20 79.08%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #4469: Hexane, 2-methyl-
43.0
5000 \‘\/\\‘\\\\‘\\\/\\‘\\\\‘\
5.00 5.20 5.40 5.60
57.0 85.0
29.0 . m/z 41.05 54.01%
\H‘\\H‘\\H‘\H\‘\\H‘\H\‘\H\‘\H\‘\H\‘\\i\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4467: Hexane, 2-methyl-
43.0
e RRaRaEERT SRR
5.00 5.20 5.40 5.60
5000 m/z 42.10 42 .38%
85.0
57.0
29.0
0 150 || | 710 | 1000
T e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4470: Hexane, 2-methyl- A RBARRERwE R
43.0 5.00 5.20 5.40 5.60
m/z 57.10 41.80%
5000
27.0 57.0 85.0
L mo o
o‘H_m_m_m_m_m_HWHwwwwwmw e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60

SFAMULM@33123WMA.M Mon Apr 03 17:31:01 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 16
R.T. EstConc Area Relative to ISTD R.T.
5.449 4.51 ug/L 77233  1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 78
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 56
4 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 52
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 50
Abundance Scan 1278 (5.449 min): VU053507.D\data.ms (-1262) (-) m/z 56.10 100.00%
56.1
43.1
5000 711
R EREmanGEET SR
| ‘ 832 1004 5.20 5.40 5.60 5.80
om,uH,w,w‘,“m,w‘i i M/z 43,10 69.24%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
29.0 71.0 5.20 5.40 5.60 5.80
m/z 57.05 68.70%
R O .+
O\\\’\\\\’\\\\’\\\\’\\\\’\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
““
5.20 5.40 5.60 5.80
m/z 41.10 60.28%
5000 71.0
29.0
ST N A
Ot e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl- R AREREaEEETER AN Rad
43.0 S6.0 5.20 5.40 5.60 5.80
m/z 71.10 40.11%
5000
29.0 71.0
o 180 | ‘ ‘ AL | 80 1000
R B B T o e e A ““
m/z--> 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.578 14.63 ug/L 250663  1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 95
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 90
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 64
Abundance Scan 1318 (5.578 min): VU053507.D\data.ms (-1299) (-) m/z 43.10 100.00%
43.1 71.2
57.2
5000
R L A RRARE RRR o
| ‘ 85.1 100.2 5.20 5.40 5.60 5.80 6.00
Ol rrrrrrrerrrreprerr et el b m/z 71,200 86.93%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
5000 57.0 70.0 L e
29.0 5.20 5.40 5.60 5.80 6.00
m/z 70.20 76.60%
15.0 M | 850 100.0
O \\\‘\\H‘\\\\’H}\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
WH‘W‘H‘_‘H4\¢Q$
71.0 5.20 5.40 5.60 5.80 6.00
5000 m/z 57.20 69.88%
29.0
150 \‘ |- 850 100.0
L M
m/z--> 0 10 20 30 40 50 60 70 80 90 100 /\/\
Abundance #4471: Hexane, 3-methyl- ‘_““‘H“‘/\W““‘
43.0 5.20 5.40 5.60 5.80 6.00
m/z 41.10 59.83%
5000 290 57.0 71.0
ol 10 15.0 “ L 85.0 100.0 A
R Ea s B e e e A RERa AL e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
6.121 17.53 ug/L 300323  1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Heptane 100 C7H16 000142-82-5 91
3 Heptane 100 C7H16 000142-82-5 91
4 Heptane 100 C7H16 000142-82-5 72
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 53
Abundance Scan 1487 (6.121 min): VU053507.D\data.ms (-1470) ()| m/z 43.10 100.00%
43.1
71.2
57.2
5000
100.2
R RAREmEmEE
‘ ‘ 85.1 5.80 6.00 6.20 6.40
ottt e e m/z 71.20 83.86%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4461: Heptane
43.0
5000 29.0 57.0 71.0 u‘/\\u\‘uu‘uu‘uu,
5.80 6.00 6.20 6.40
100.0 m/z 57.20 66.25%
om0 | L | | me T
O \\\‘\\H‘\\\\’\\\\‘\H\‘\\\\‘\\\\’\\\\‘\H\‘\\‘\\‘\\\\’H\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4462: Heptane
43.0
S RRRAREEEEEEEEESEEEAY
5.80 6.00 6.20 6.40
5000 20.0 57.0 71.0 m/z 41.10 65.09%
100.0
0 1'0 15\.0 I ‘ ‘\ Il ‘ I ‘ Il 85.0 ‘
T e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane ‘W“H“H“/#Xvﬁ“
43.0 5.80 6.00 6.20 6.40
m/z 56.20 40.88%
5000 57.0 71.0
29.0
100.0
0 15.0 ‘\ “ | ‘ , ‘\ 850 ‘
A R e T o e A R RRRE e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.417 3.97 ug/L 68011 1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 90
2 Pyrrolidine 71 C4HSN 000123-75-1 78
3 3,4-Diethyl hexane 142 C1eH22 019398-77-7 72
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 64
5 Heptane, 3-ethyl-4-methyl- 142 C1eH22 052896-91-0 64

Abundance Scan 1890 (7.417 min): VU053507.D\data.ms (-1874) (-) m/z 70.10 100.00%
43.1 70.1

5000

‘ ‘ 95.3 1141 7.00 7.20 7.40 7.60 7.80
| \‘\ |

om_m‘ b e m/z 43.18  90.89%

miz-> 20 40 60 80 100 120 140
Abundance #8656: Hexane, 2,3-dimethyl-
43.0 70.0

5000 AL SCEamE SRS
7.00 7.20 7.40 7.60 7.80

27.0 m/z 71.20 71.52%

M ‘ 114.0
O \\\‘\\\\’\ ‘\\}\‘\‘\\\‘\\\‘\‘\\\\‘\\\
m/z--> 40 80 100 120 140
Abundance #692:Pynoﬁmne
43.0

7.00 7.20 7.40 7.60 7.80

5000 00 m/z 41.10  39.10%
270 |l
O\H‘HHHH‘\lm‘uu‘uu‘uu‘u\
miz-> 20 40 60 80 100 120 140
Abundance #22085: 3,4-Diethyl hexane RERGEEEEATEEEE SR
430 700 7.00 7.20 7.40 7.60 7.80

m/z 55.10  33.52%

5000
113.0
27,0
i \‘\‘ L 80 142.0 /]\

m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.491 6.90 ug/L 118172  1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 91
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 87
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 87
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 52
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 52

Abundance Scan 1913 (7.491 min): VU053507.D\data.ms (-1901) (-) m/z 57.10 100.00%

57.1
43.1
5000
70.1 99.2

‘ ‘\ | 832 ‘ 1142 7.20 7.40 7.60 7.80
erprrrrprerr et el el b m/z 43010 80.63%

m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #8632: Heptane, 2-methyl-
43.0
57.0

5000  RCEEeREEANLER
7.20 7.40 7.60 7.80
29.0

20.0 m/z 41.10  42.25%

: 99.0
15.0 | om0 | 110
H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘H\\‘\H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8636: Heptane, 2-methyl-
43.0 57.0

7.20 7.40 7.60 7.80

o

o

5000 m/z 42.05 33.95%
29.0 70.0
99.0

T

om_mwwHH_:waH_m_mwwWHW

m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8628: Heptane, 2-methyl- aE e A RRAR R
430 570 7.20 7.40 7.60 7.80

m/z 70.10  23.57%

5000
29.0 70.0 99.0
0 15.0 ‘ ‘ | M | “ 85.0 | 11\4'0
R o e o o o e R R e R AR

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 Oxalic acid, butyl isohexyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.652  11.26 ug/L 192958 1,4-Difluorobenzene 6.240

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 72
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72
3 Butanoic acid, 2-methyl-, 2-meth... 186 C11H2202 083783-88-4 72
4 Heptane, 3-methyl- 114 C8H18 000589-81-1 58
5 Nonane, 5-methyl- 142 C1eH22 015869-85-9 56

Abundance Scan 1963 (7.652 min): VU053507.D\data.ms (-1954) (-) m/z 85.20 100.00%

43.1 85.2
5000

‘ ij 114.2 7.40 7.60 7.80 8.00
0Ll W OTO T m/z 43.10  94.24%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #111144: Oxalic acid, butyl isohexyl ester
43.0 M
5000 850 L B B B IR R

7.40 7.60 7.80 8.00
m/z 57.15 93.46%

0 25&) \ 67‘9 |, 103.0 129.0148.0
T ’ L ‘ T ‘ T T ‘ L ’ T \ ‘ TTTT ’ T \ T ‘ T \ T ‘ T
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8645: Hexane, 2,4-dimethyl-

43.0

7.40 7.60 7.80 8.00

5000 85.0 m/z 84.15 60.50%
oL 250 | lerp | s
R ‘HH, R R
miz--> 0 20 40 80 100 120 140 160
Abundance #60857: Butan0|caC|d 2-methyl-, 2-methylpentyl ester HHWHWHWH,M
85.0 7.40 7.60 7.80 8.00
57.0 m/z 41.10 54.65%
5000
103.0
29.0
Lol L L ‘ 1290 1580
o‘,‘m"HWm"H‘,MH“HH,HH_HWH VT e
m/z--> 0 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
: VUe53507.D
: 31 Mar 2023 21:18
JC/MD
¢ 02121-14ME
: 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 24 Sample Multiplier: 1

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.M

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 4
R.T. EstConc Area Relative to ISTD R.T.
8.124 13.67 ug/L 289941  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 91
2 Octane 114 C8H18 000111-65-9 91
3 Octane 114 C8H18 000111-65-9 91
4 Octane 114 C8H18 000111-65-9 74
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
Abundance Scan 2110 (8.124 min): VU053507.D\data.ms (-2096) (-) m/z 43.10 100.00%
43.1
85.2
57.2
5000 71.2
‘ ‘ ‘ ‘ 114.2 7.80 8.00 8.20 8.40
Obrrrrreprre it peitble et b b m/z 85.20 68.80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8621: Octane
43.0
5000 LU B R R R
20.0 57.0 85.0 7.80 8.00 8.20 8.40
71.0 m/z 57.20 53.53%
| T
O\\‘\\\\‘\\\\‘\}\\‘\‘\\i‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8624 Octane
43.0
7.80 8.00 8.20 8.40
m/z 41.05 52.06%
5000 57.0 85.0
29.0 71.0
‘ 114.0
0“‘H‘i‘u‘ﬂ‘h“‘uw“u“lu“_1:‘_“‘_“‘_“‘_‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8623: Octane ‘W““‘H““H“‘H‘J
43.0 7.80 8.00 8.20 8.40
m/z 71.20 42.03%
5000
57.0
29.0 71.0 85.0
| S SO OO OO O B ' WA O L SO 8
m/z--> 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40

SFAMULM@33123WMA.M Mon Apr 03 17:31:08 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.169 5.38 ug/L 114182  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 52
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 49
3 Heptane, 4-ethyl- 128 C9H20 002216-32-2 47
4 Nonane 128 C9H20 000111-84-2 46
5 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 43

Abundance Scan 2435 (9.169 min): VU053507.D\data.ms (-2425) (-) m/z 57.10 100.00%
57.1

5000 41)1

85.2
S s (1

“ ‘ ‘ ‘ “ 128.1 8.80 9.00 9.20 9.40
ottt el e m/z 43,10 84.34%

miz--> 20 40 60 80 100 120 140
Abundance #22121: Heptane, 3,4,5-trimethyl-
43.0
85.0

5000 R SRR
8.80 9.00 9.20 9.40

m/z 41.10 43.17%
L

69.0
ol 210 O 1130 1420
1T ‘ T T T ‘ L ‘ T T T ‘ T ‘ L ‘ T T T ‘ T T
m/z--> 20 40 60 80 100 120 140
Abundance #8646: Hexane, 2,4-dimethyl-
43.0

85.0 8.80 9.00 9.20 9.40
5000 m/z 70.10  40.44%
27,0
A 1140
o‘wmwHm_m_m_m‘mwm
miz--> 20 40 100 120 140
Abundance #14525: Heptane,4—ethy|— /V“‘\““
43.0 8.80 9.00 9.20 9.40

m/z 85.20  39.28%

5000 85.0 Nﬂj\
27.0
69.0
0 H ‘\\ H i ‘\ ltﬁo 0 128.0

m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
9.205 13.19 ug/L 279780  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 78
2 Octane, 4-methyl- 128 C9H20 002216-34-4 68
3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 64
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 64
5 Octane, 4-methyl- 128 C9H20 002216-34-4 64

Abundance Scan 2446 (9.205 min): VU053507.D\data.ms (-2439) (-) m/z 43.10 100.00%

43.1
71.1
5000

“ H ‘ 1q 1132 8.80 9.00 9.20 9.40 9.60
ol e e m/z 71.1@  55.31%

m/z--> 0 20 40 60 80 100 120 140 160
Abundance #33094: Nonane, 4,5-dimethyl-
43.0
71.0

5000 el e
8.80 9.00 9.20 9.40 9.60

m/z 85.20 47.54%

T ‘ L ‘ LR ‘ T ‘ T T ‘ L ‘ T 1T ‘ L ‘ T T ‘ T
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14526: Octane, 4-methyl-
43.0

8.80 9.00 9.20 9.40 9.60

5000 ITI z 41.10 35.59%
85.0
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8625: Hexane, 3-ethyl- R RRRENS e
43.0 8.80 9.00 9.20 9.40 9.60

m/z 57.15 34.67%

5000
85.0
15.0 H ‘ H 114.0
0 1l

m/z--> 0 20 40 100 120 140 160 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.330 13.19 ug/L 279701  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 81
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 74
3 Octane, 3-methyl- 128 C9H20 002216-33-3 72
4 Octane, 3-methyl- 128 C9H20 002216-33-3 72
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 72
Abundance Scan 2485 (9.330 min): VU053507.D\data.ms (-2475) (-) m/z 57.20 100.00%
57.2
- J&
41.0 98.2 H_ww_m,w
‘ 71.2 ‘ 1262 9.00 9.20 9.40 9.60
Ob el 11201282 T ae 55 a7y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14559: Heptane, 2,5-dimethyl-
57.0
5000 L L R IR B
9.00 9.20 9.40 9.60
m/z 43.10 25.36%
27.0 71.0 99.0
0 ] J . 80 | 11301280
H‘H\\‘\\H‘\H\‘\\H’\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14560: Heptane, 2,5-dimethyl-
57.0
9.00 9.20 9.40 9.60
5000 43.0 m/z 98.15 23.14%
29.0
71.0
0 Ll 850 ‘\ 113.0128.0
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl- R S BRARRERESS S
57.0 9.00 9.20 9.40 9.60
m/z 56.20 21.85%
5000
43.0
290 98.0
0 7ﬁ° | 113.0128.0
“_H‘_H‘_H‘_‘HW‘HM‘H‘HH‘HH‘H‘WH‘WH‘W‘HW‘H‘ e R AR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.111 3.64 ug/L 77160  Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 76
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 70
3 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
4 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 59
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 53
Abundance Scan 2728 (10.111 min): VU053507.D\data.ms (-2718) (- | m/z 57.10 100.00%
57.1
5000
411 91.1
e T
10.00 10.50
13.2
Ol “M‘ Nw”“ el H‘ f13 - 1a22 m/z 43.18  55.86%
miz--> 20 40 60 80 100 120 140
Abundance #22090: Octane, 2,5-dimethyl-
57.0
5000 e ST
10.00 10.50
41,0 %
99.0 m/z 71.10 47.90
oL150 || | | ) 830 | 126.0142.0
\\\\‘\\\\‘\\\\‘\\\f{\\\\‘\\f\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #22083: Nonane, 4-methyl-
57.0
e ——
10.00 10.50
5000 m/z 41.10 32.44%
41.0
98.0
o230 | | 790 | 12601420
B L e e
miz--> 20 40 60 80 100 120 140
Abundance #14599: Pentane, 2,2,3,3-tetramethyl- e —
57.0 10.00 10.50
m/z 70.10 31.72%
5000
41,0
99.0
ol 20 1 || | 80 " 1280
e e P Co
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.246 2.99 ug/L 63407 Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 86
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 64
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 59
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 53
Abundance Scan 2770 (10.246 min): VU053507.D\data.ms (-2760) (- | m/z 57.15 100.00%
57.1
5000
41]1
113.2 T T
85.0 ‘ 10.00 10.50
0 ‘H_H‘Mm“‘“_w“swu“”c“‘_m‘u‘””_” m/z 71.20 57.00%
m/z--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 \ T T 1
10.00 10.50
4L m/z 43.10  40.30%
‘ 113.0
85.0
O \1\5\.()‘\‘\‘\ \“M T \‘\“ T \H} T ‘ f“\ T [ L 1 T ‘ T \]\-4‘.2\.(\)\
miz-> 20 40 60 80 100 120 140
Abundance #22104: Octane, 2,6-dimethyl-
57.0
—— —F—
10.00 10.50
5000 m/z 56.10 35.59%
41.0
113.0
85.0
ol 280 b gl i 1820
miz--> 20 40 60 80 100 120 140
Abundance #22077: Nonane, 3-methyl- T —
57.0 10.00 10.50
m/z 41.10 31.10%
5000
41.0
112.0
ob 200 B0 ez WU
m/z--> 20 40 60 80 100 120 140 10.00 10.50

SFAMULM@33123WMA.M Mon Apr 03 17:31:13 2023 Page: 20



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.549 7.21 ug/L 152948 Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-ethyl- 142 C1eH22 015869-86-0 83
2 Octane, 4-ethyl- 142 C1eH22 015869-86-0 68
3 Nonane, 2-methyl- 142 C10H22 000871-83-0 64
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 50
5 Undecane 156 C11H24 001120-21-4 50
Abundance Scan 2864 (10.549 min): VU053507.D\data.ms (-2854) (- | m/z 57.15 100.00%
57.1
5000
4101
98.1 U \
10.50
83.‘1 ‘ 11B.2 .
0 HwwHWH_waW‘lmm‘cwJwﬁ‘mww‘lﬁz‘_ m/z 43.10  62.03%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22072: Octane, 4-ethyl-
57.0
5000 ——
41.0 10.50
m/z 71.1@ 37.75%
E 85.0 112.0
O \H‘\29“}‘\\\\“\‘{H‘HH}‘\H\wH\\‘\UH‘H\1“\\\\‘1‘\\\‘\\\\‘\\?‘\4‘.\2\.\(\)‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22071: Octane, 4-ethyl-
57.0
T T
10.50
5000 41/0 m/z 41.10 34.40%
gs0 1120
0 1420
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22074: Nonane, 2-methyl- T ‘
43.0 10.50
m/z 98.10 20.51%
5000
27.0 71.0
98.0
127.0
0 1420
m/z--> 20 30 40 50 60 70 80 90 100110120130140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.M
Quant Title : 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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.619 4.04 ug/L 114472 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 64
2 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 56
3 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 50
4 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 47
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 43

Abundance Scan 2886 (10.619 min): VU053507.D\data.ms (-2874) (- | m/z 57.15 100.00%
57.1
5000
411 98.2
T —
\ 7.0 \ 126.1142.2 1050 1100
Ot Ml 7o 12611422 0 75 10 48.93%
miz--> 20 40 60 80 100 120 140
Abundance #22076: Nonane, 4-methyl-
57.0
5000 1050 1100
41,0 . .
98.0 m/z 43.10 47.76%
miz-> 20 40 60 80 100 120 140
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
—F— =
10.50 11.00
5000 m/z 71.20 45.03%
41.0
‘ 99.0
0 \\\qu\\W1\\M‘\?VQ‘\\\\W\\\\‘\\\\‘\\\
m/iz--> 20 40 60 80 100 120 140
Abundance #14594: Pentane, 2,2,3,3-tetramethyl- P ]
57.0 10.50 11.00
m/z 98.15 34.13%
5000 4110
99.0
o350 L L me
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 9
R.T. EstConc Area Relative to ISTD R.T.
11.108 8.25 ug/L 233697 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 95
2 Decane 142 C10H22 000124-18-5 95
3 Decane 142 C10H22 000124-18-5 90
4 Tetradecane 198 C14H30 000629-59-4 80
5 Decane, 1,1'-oxybis- 298 C20H420 002456-28-2 72
Abundance Scan 3038 (11.108 min): VU053507.D\data.ms (-3029) (-~ | m/z 57.15 100.00%
57.1
5000
85.2
— —
39
i ‘ “ | 1131 1422 11.00 11.50
L L m/z 43.10 81.57%
miz--> 20 40 60 80 100 120 140
Abundance #22066: Decane
57.0
5000 1100 1150
85.0 . :
29.0 m/z 71.15  44.97%
“ 113.0 142.0
0 \ M ‘ ‘ | |
\\\‘\\\\‘\\ ‘\\\\‘\\\‘\\\‘\\\\‘\\\\‘

m/z--> 40 60 100 120 140
Abundance #22067. Decane
43.0

11.00 11.50
5000 m/z 41.10 43.74%
L 71.0
142.0
0 26199-0
m/z--> 20 40 60 100 120 140
Abundance #22068: Decane T ——
43.0 11.00 11.50
m/z 85.20 32.70%
5000
71.0
A O SOV PR 1
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.870 3.48 ug/L 98473 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 91
2 Decane, 4-methyl- 156 C11H24 002847-72-5 91
3 Decane, 4-methyl- 156 C11H24 002847-72-5 90
4 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 72
5 Octane, 3-ethyl- 142 C1eH22 005881-17-4 72
Abundance Scan 3275 (11.870 min): VU053507.D\data.ms (-3269) (- | m/z 71.10 100.00%
71.1
43.1
5000
112.2 V. LSS
11.50 12.00
156.0
bl el ll BT O m/z 43.10  68.45%
miz--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000 — —
11.50 12.00
m/z 57.10 67.94%
b ‘ 112.0
O\\\‘2\6‘.\\\“‘\\\h“\\‘}\“H\\\‘\\!‘\‘\\\\‘\\1\5\6.‘0\
miz--> 20 40 60 80 100 120 140 160
Abundance #33082: Decane, 4-methyl-
43.0 71.0
— —
11.50 12.00
5000 m/z 70.10 46.67%
112.0
olaso L Ly T e
m/z--> 20 40 60 80 100 120 140 160
Abundance #33089: Decane, 4-methyl- — —
43.0 11.50 12.00
710 m/z 41.10  37.22%
5000
112.0
o 20 Lo L aseo VUL
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_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 21
R.T. EstConc Area Relative to ISTD R.T.
11.999 3.57 ug/L 100989 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 91
2 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 72
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72
4 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 53
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
Abundance Scan 3315 (11.999 min): VU053507.D\data.ms (-3308) (- | m/z 57.15 100.00%
57.1
5000 85.2 kﬁv\jmﬂﬂlj\ﬁ%JkAAqkﬂ
126.1 R
39 H 156.2 12.00
0 "‘_"‘MM‘uhu_M"m‘u“_Hu_m‘m‘;ww m/z 71.15 67.49%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33085: Decane, 3-methyl-
57.0
5000 — :
20.0 85.0 12.00
m/z 43.10 44.18%
126.0
0 \H‘\‘M\UM\M \“1‘\\\”“\\\\‘\‘\\\‘\}\5\6.‘0\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #163251: Oxalic acid, isobutyl nonyl ester
57.0
R \
12.00
5000 m/z 85.15 42 .39%
29.0
85.0
0 H | ‘\ ‘H ‘M‘ 1\03'0 126.0 17;"0
B I B e BB mmme o S
m/z--> 20 40 60 80 100 120 140 160
Abundance #33097: Nonane, 3,7-dimethyl- T
57.0 12.00
m/z 41.10 41.20%
5000
29.0 85.0
‘ 127.0
o b T 1860 -
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.323 5.21 ug/L 147595 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Undecane 156 C11H24 001120-21-4 90
3 Undecane 156 C1l1H24 001120-21-4 87
4 Tetradecane 198 C14H30 000629-59-4 86
5 Undecane 156 C11H24 001120-21-4 81
Abundance Scan 3416 (12.323 min): VU053507.D\data.ms (-3407) (- | m/z 57.10 100.00%
57.1
5000
- ——
3911 12.00 12.50
L L1 1862 ;
01—l m/z 43.10 75.58%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane
57.0
5000 = ——
85.0 12.00 12.50
29.0 ' m/z 71.20 58.92%
\ “ | ‘ 113.0 156.0
O\\\‘\‘\\\“}\\‘\\‘}\‘1\\\”‘\\i‘\‘\‘\\\‘\\\}‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
= ——
12.00 12.50
5000 m/z 41.10 46.14%
85.0
29.0
‘ H ‘ 113.0 156.0
0 ““‘L‘“1‘J‘H‘J1“uu“m“1M“u“““1“
m/z--> 20 40 60 80 100 120 140 160
Abundance #33081: Undecane “ ——
57.0 12.00 12.50
m/z 85.20 36.84%
5000
290 85.0
‘ H ‘ 113.0 156.0
0 \\\ML\\HM\\H‘\J\wl\\\ﬁ\\w\‘w\u‘\\\l‘\ — —
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50

SFAMULM@33123WMA.M Mon Apr 03 17:31:20 2023 Page: 26



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.426 2.78 ug/L 78635 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 86
3 Dodecane 170 C12H26 000112-40-3 86
4 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 86
5 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 78

Abundance Scan 3759 (13.426 min): VU053507.D\data.ms (-3752) (- | m/z 57.10 100.00%

57.1
5000 85.2

112.2 1412 170.2
H‘_H‘W‘w‘ﬂ‘WM‘N‘H‘_‘H‘HH,H‘W‘HW‘H‘_‘H‘H m/z 43.10  73.59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45478: Dodecane
57.0

5000 T
85.0 13.50

m/z 71.20 66.89%

290
L, 1202410 1700
H\‘\H\‘HH‘\H\“\H\‘HH‘\‘H\‘HH’\H\‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #178950: Carbonic acid, tetradecyl vinyl ester
57.0

o

o

13.50
5000 85.0 m/z 85.15 42.81%
 RARRARARARA S : WH_m‘Hu,mWm‘mwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45479: Dodecane . .
43.0 13.50

m/z 41.10 38.56%

71.0
5000
“ “ H 98.0 127.0 170.0

Y S S N e e N K

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@33123\
Data File : VU@53507.D

Acqg On : 31 Mar 2023 21:18

Operator : JC/MD

Sample : 02121-14ME

Misc : 4.03g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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... 3.057 4.8 ug/L 81933 1 6.240 856517 50.0
(DEL) Alkane: S... 3.337 4.4 ug/L 75807 1 6.240 856517 50.0
2-Ethyl-oxetane 3.674 10.6 ug/L 180685 1 6.240 856517 50.0
(DEL) Alkane: S.. 5.356 7.6 ug/L 130048 1 6.240 856517 50.0
(DEL) Alkane: S.. 5.449 4.5 ug/L 77233 1 6.240 856517 50.0
(DEL) Alkane: S.. 5.578 14.6 ug/L 250663 1 6.240 856517 50.0
(DEL) Alkane: S.. 6.121 17.5 ug/L 300323 1 6.240 856517 50.0
(DEL) Alkane: S.. 7.417 4.0 ug/L 68011 1 6.240 856517 50.0
(DEL) Alkane: S.. 7.491 6.9 ug/L 118172 1 6.240 856517 50.0
Oxalic acid, bu.. 7.652 11.3 wug/L 192958 1 6.240 856517 50.0
(DEL) Alkane: S.. 8.124 13.7 ug/L 289941 2 9.417 1060540 50.0
(DEL) Alkane: S.. 9.169 5.4 ug/L 114182 2 9.417 1060540 50.0
(DEL) Alkane: S.. 9.205 13.2 ug/L 279780 2 9.417 1060540 50.0
(DEL) Alkane: S.. 9.330 13.2 ug/L 279701 2 9.417 1060540 50.0
(DEL) Alkane: S.. 10.111 3.6 ug/L 77160 2 9.417 1060540 50.0
(DEL) Alkane: S.. 10.246 3.0 ug/L 63407 2 9.417 1060540 50.0
(DEL) Alkane: S.. 10.549 7.2 ug/L 152948 2 9.417 1060540 50.0
(DEL) Alkane: S.. 10.619 4.0 ug/L 114472 3 11.809 1415920 50.0
(DEL) Alkane: S.. 11.108 8.3 ug/L 233697 3 11.809 1415920 50.0
(DEL) Alkane: S.. 11.870 3.5 ug/L 98473 3 11.809 1415920 50.0
(DEL) Alkane: S.. 11.999 3.6 ug/L 100989 3 11.809 1415920 50.0
(DEL) Alkane: S.. 12.323 5.2 ug/L 147595 3 11.809 1415920 50.0
(DEL) Alkane: S.. 13.426 2.8 ug/L 78635 3 11.809 1415920 50.0
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