LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025616.D

Acqg On : 08 Dec 2021 13:16

Operator : JC/MD

Sample : M4884-06ME

Misc : 3.48g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 6 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\SFAMXLM112221WMA.M
Title : VOC Analysis

Signal : TIC: VX@25616.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.246 22 26 32 rBV2 4060 8417 2.10% ©0.257%
2 1.368 43 46 55 rVB 46512 54311 13.56% 1.658%
3 1.563 70 78 79 rBV2 3908 8007 2.00% 0.244%
4 1.648 88 92 99 rBV 28797 34300 8.56% 1.047%
5 2.203 181 183 190 rvB3 902 1368 0.34% 0.042%
6 2.282 190 196 206 rBV 80014 132662 33.12% 4.049%
7 2.367 207 210 215 rVB2 919 1638 0.41% 0.050%
8 2.477 226 228 237 rVB2 276 565 0.14% 0.017%
9 2.569 242 243 246 rBV 101 124 0.03% 0.004%
106 2.648 251 256 257 rVv2 111 182 0.05% 0.006%
11  2.691 260 263 265 rvwv2 356 463 0.12% 0.014%
12 2.733 268 270 273 rVWV2 208 280 0.07% 0.009%
13 2.788 273 279 285 rVVe6 1317 2874 0.72% 0.088%
14 2.837 285 287 291 rVB2 130 138 0.03% 0.004%
15 2.953 298 306 319 rBV 8132 23563 5.88% 0.719%
16 3.075 322 326 331 rWW5 772 1688 0.42% 0.052%
17 3.117 331 333 338 rVB2 353 404 0.10% 0.012%
18 3.404 377 380 383 rBV 114 155 ©0.04% 0.005%
19 3.757 434 438 443 rVB2 141 259 0.06% 0.008%
20 3.806 443 446 449 rVB2 143 141 0.04% 0.004%
21 3.831 449 450 452 rBV 173 131 0.03% 0.004%
22 4.105 492 495 498 rBV 138 168 0.04% 0.005%
23 4.288 517 525 526 rBV2 937 1368 0.34% 0.042%
24  4.495 546 559 583 rBV2 17702 85828 21.43% 2.620%
25 5.068 639 653 671 rBvV3 46054 160489 40.06% 4.898%
26 5.446 712 715 716 rBV 523 518 0.13% 0.016%
27 5.544 729 731 732 rBV 315 260 0.06% ©0.008%
28 5.836 778 779 781 rBV 387 194 0.05% 0.006%
29 5.970 790 801 818 rBV2 138085 400596 100.00% 12.227%
30 6.105 822 823 825 rBV 296 155 0.04% 0.005%
31 6.367 858 866 867 rBv4 2177 4498 1.12% 0.137%
32 6.763 922 931 947 rVB 89451 229136 57.20% 6.994%
33 7.104 983 987 990 rBvV3 1180 2160 0.54% 0.066%
34 7.220 1002 1006 1008 rBvV2 801 1093 0.27% 0.033%
35 7.312 1013 1021 1038 rVB 76757 187242 46.74%  5.715%
36 8.330 1182 1188 1198 rBV 42166 77388 19.32% 2.362%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025616.D

Acqg On : 08 Dec 2021 13:16

Operator : JC/MD

Sample : M4884-06ME

Misc : 3.48g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 6 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\SFAMXLM112221WMA.M
Title : VOC Analysis
37 8.653 1234 1241 1248 rBV 189925 316288 78.95% 9.654%
38 8.720 1248 1252 1260 rVB 4121 6485 1.62% ©.198%
39 8.958 1285 1291 1304 rBV 28536 50342 12.57% 1.537%
40  9.397 1357 1363 1376 rBV 107544 186113 46.46% 5.680%
41  9.561 1388 1390 1395 rVB2 1035 1054 0.26% 0.032%
42 9.714 1412 1415 1419 rVB3 1406 1953 0.49% 0.060%
43 10.061 1466 1472 1486 rBV 179000 267478 66.77% 8.164%
44 10.201 1491 1495 1500 rVB2 811 1082 0.27% 0.033%
45 10.305 1508 1512 1518 rVB2 3553 4983 1.24% 0.152%
46 10.354 1518 1520 1524 rBV3 682 803 0.20% 0.025%
47 10.646 1564 1568 1574 rVB 3671 5279 1.32% 0.161%
48 10.963 1618 1620 1624 rVB2 1213 1197 0.30% 0.037%
49 11.122 1642 1646 1650 rVB 1966 2677 0.67% 0.082%
50 11.201 1653 1659 1665 rBV 142735 192359 48.02% 5.871%
51 11.311 1674 1677 1684 rVB4 1899 2956 0.74% 0.090%
52 11.384 1686 1689 1694 rVB2 1239 1720 0.43% 0.052%
53 11.476 1702 1704 1708 rVB2 1630 1846 0.46% 0.056%
54 11.616 1724 1727 1734 rVB3 881 1348 0.34% 0.041%
55 11.719 1741 1744 1746 rBV2 776 915 ©0.23% 0.028%
56 11.750 1746 1749 1755 rVB3 4495 6404 1.60% 0.195%
57 11.841 1762 1764 1766 rVB2 486 327 0.08% 0.010%
58 11.939 1776 1780 1783 rVB4 1170 1671 0.42% 0.051%
59 11.976 1784 1786 1789 rBV 443 305 0.08% 0.009%
60 12.024 1789 1794 1800 rBV 214491 263527 65.78% 8.043%
61 12.128 1809 1811 1812 rBV 804 525 0.13% 0.016%
62 12.152 1812 1815 1822 rVB3 1681 2462 0.61% 0.075%
63 12.225 1825 1827 1829 rVB2 638 490 0.12% 0.015%
64 12.323 1838 1843 1851 rVB 231573 289836 72.35%  8.846%
65 12.427 1856 1860 1864 rVB2 5237 6048 1.51% ©0.185%
66 12.469 1864 1867 1872 rVB5 1025 1631 0.41% 0.050%
67 12.555 1879 1881 1882 rBV2 339 249 0.06% ©0.008%
68 12.616 1889 1891 1896 rVV3 405 489 0.12% 0.015%
69 12.658 1896 1898 1900 rVvV 494 576 0.14% 0.018%
70 12.683 1900 1902 1905 rVB 974 1051 0.26% 0.032%
71 12.725 1905 1909 1913 rBV3 507 948 0.24% 0.029%
72 12.768 1913 1916 1919 rVB2 773 965 0.24% 0.029%
73 12.847 1927 1929 1931 rBV 481 518 0.13% 0.016%
74 12.981 1947 1951 1954 rVB2 1445 2013 0.50% 0.061%
75 13.042 1958 1961 1967 rVB5 887 1606 ©0.40% 0.049%
76 13.085 1967 1968 1972 rBV3 391 467 0.12% 0.014%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025616.D

Acqg On : 08 Dec 2021 13:16

Operator : JC/MD

Sample : M4884-06ME

Misc : 3.48g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 6 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\SFAMXLM112221WMA.M
Title : VOC Analysis
77 13.213 1985 1989 1993 rBV3 883 1304 0.33% 0.040%
78 13.268 1994 1998 2008 rVV2 10953 14921 3.72%  0.455%
79 13.384 2014 2017 2021 rBV 4584 5581 1.39% 0.170%
80 13.591 2047 2051 2052 rBV2 694 1072 0.27% 0.033%
81 13.683 2064 2066 2067 rBV 863 562 0.14% 0.017%
82 13.701 2067 2069 2071 rVV3 1775 1711 0.43% 0.052%
83 13.737 2073 2075 2078 rVB2 2244 2100 0.52% 0.064%
84 13.774 2078 2081 2088 rVB2 5100 8088 2.02% 0.247%
85 13.841 2088 2092 2099 rBV 9945 13016 3.25% 0.397%
86 13.902 2099 2102 2103 rBV3 1156 1350 0.34% 0.041%
87 13.993 2114 2117 2119 rBV3 1344 1704 0.43% 0.052%
88 14.042 2121 2125 2128 rVWV 23704 27432 6.85% 0.837%
89 14.134 2137 2140 2144 rVB3 4053 4686 1.17% 0.143%
90 14.189 2147 2149 2153 rVB3 2925 3025 0.76% 0.092%
91 14.414 2183 2186 2192 rBV6 2287 4873  1.22% 0.149%
92 14.469 2193 2195 2198 rBV3 1868 1781 0.44% 0.054%
93 14.506 2198 2201 2207 rVB4 5081 8234 2.06% 0.251%
94 14.567 2208 2211 2215 rVB3 3231 4398 1.10% 0.134%
95 14.615 2215 2219 2222 rBV 14830 18465 4.61% 0.564%
96 14.755 2238 2242 2245 rBV 30197 34448 8.60% 1.051%
97 15.213 2314 2317 2324 rVB 16172 21060 5.26% 0.643%
98 15.274 2325 2327 2332 rVB4 3380 4435 1.11% 0.135%
99 15.493 2359 2363 2368 rVB2 15502 20521 5.12% 0.626%
100 16.383 2503 2509 2514 rBV2 11287 19857 4.96% 0.606%
Sum of corrected areas: 3276373
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

. M4884-06ME
: 3.48g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 6 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\

: VX025616.D
: 08 Dec 2021 13:16

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M

Quant Title

TIC Library
TIC Integra

: VOC Analysis

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

Abundance

200000

150000

100000

50000

TIC: VX025616.D\data.ms

5.970

2.282

1.368

5.068
1.648
4.495
1.246| 156 2.2 .3@mm3§79@157 3404 3BEWEL 4105288 |\ 5.4644 5836 6.105

o

Time-->

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20

Abundance

200000

150000

100000

50000

TIC: VX025616.D\data.ms

8.653
10.061

11.201

9.397

6.763
7.312

8.330

8.958

0
Time-->

367 7.104220 9.569.714 029854
— = P R e T

8,720 10.646 10.963.121313847¢
‘ — — e : N e
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance

200000

150000

100000

50000

TIC: VX025616.D\data.ms
12,024 12§23

15.213 15.493

16.383
AN

T ‘ T T ‘ T ‘ T ‘ T ‘ T ‘ T T ‘ T T ‘ T
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\VX120821\
Data File : VX025616.D

Acqg On : 08 Dec 2021 13:16

Operator : JC/MD

Sample : M4884-06ME

Misc : 3.48g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.268 2.83 ug/L 14921 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Dodecane 170 C12H26 000112-40-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 1998 (13.268 min): VX025616.D\data.ms (-1994) (- m/z 57.10 100.00%
57.1
5000 85.1 MN
IR 170.3 1300 1350
bl e m/z 43.10  83.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
5000 /N\/\A/\\f\ N T T
85.0 13. 00 13. 50
m/z 71.00 57.92%
29.0
EEN 1120 1470 1700
O\\\‘\‘\\\‘\\\\‘\\‘\\"1\\\”‘\\“\‘\\\\‘\\\\‘\\‘\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0 M
AM‘A/\‘ AVERAR WA
13.00 13.50
5000 m/z 41.05 46.52%
85.0
29.0
113.0 1499 170.0
(KRS Y N Y R oM MM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane AWW\\/\AMA : :
57.0 13. 00 13. 50
m/z 85.10 41.28%
5000
85.0
29.0
‘ ‘ 113.0 141.0 1980 M)
ob bty 130 110 see0 1380y A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025616.D

Acqg On : 08 Dec 2021 13:16

Operator : JC/MD

Sample : M4884-06ME

Misc : 3.48g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.042 5.20 ug/L 27432  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Tridecane 184 C13H28 000629-50-5 95
3 Tridecane 184 C13H28 000629-50-5 94
4 Pentadecane 212 C15H32 000629-62-9 90
5 Dodecane 170 C12H26 000112-40-3 90
Abundance Scan 2125 (14.042 min): VX025616.D\data.ms (-2121) (|  m/z 57.05 100.00%
57.0
- T MNM\A
T \
et an s
obe bl m/z 43.10  76.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59028: Tridecane
57.0
5000 85.0 R T
14.00
29.0 m/z 71.10 72.31%
| H | 1120 1410 184.0
0 \H‘\‘H\‘HH”\“\\‘1\“1‘\\\“‘H\H\|\”\H|\.\H‘HHMH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
T \
14.00
5000 m/z 41.10 48.95%
20.0 85.0
112.0 1410 184.0
(1 RS M S AN A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59027: Tridecane T ‘
57.0 14.00
m/z 85.10 48.81%
5000 290 85.0
184.0
b L o a0 80 s L
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025616.D

Acqg On : 08 Dec 2021 13:16

Operator : JC/MD

Sample : M4884-06ME

Misc : 3.48g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 8
R.T. EstConc Area Relative to ISTD R.T.
14.615 3.50 ug/L 18465 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
2 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 64
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59
4 Decane, 5-propyl- 184 C13H28 017312-62-8 59
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 52

Abundance Scan 2219 (14.615 min): VX025616.D\data.ms (-2215) (- m/z 71.10 100.00%

711
5000 430

H ‘ L 113.0 14.50 15.00
0\“‘H\M‘NH‘JJHWMW%_‘w‘ﬁw“‘u““u%??%“‘ m/z 57.10 98.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59108: Nonane, 3-methyl-5-propyl- M\/MV
57.0
5000 85.0 1450 15.00

29.0 m/z 43.05  45.74%

T ‘ \‘\‘\ T \‘h“ T \‘M T ‘w‘\ T \“‘ ]\-%‘f\.o‘ \“\ \]-\4“1\.(\)\ T ‘ T \J\-‘8\4'\.0\\ ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0

— 7
14.50 15.00

o

5000 m/z 85.10 44, 25%
85.0
20 1120 1400
ob bl el e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl- A\ g e 5
57.0 14.50 15.00

m/z 41.10 41.19%

5000
290‘ 85.0
113.0
L4 ‘ 70 1410 1830

ol ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025616.D

Acqg On : 08 Dec 2021 13:16

Operator : JC/MD

Sample : M4884-06ME

Misc : 3.48g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.

14.756 6.54 ug/L 34448 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Tetradecane 198 C14H30 000629-59-4 96
3 Tridecane 184 C13H28 000629-50-5 90
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 86
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 2242 (14.755 min): VX025616.D\data.ms (-2238) (- m/z 57.10 100.00%
57.

1
5000 85.1

14.50 15.00
112.2 140.2 198.2
165.1 m/z 43.10  81.58%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane
57.0

5000 85.0 T T
14.50 15.00

29.0 m/z 71.10 63.87%

TTT ‘ T ‘\‘\ T “‘{ T H“ T \“} T “1‘\ T \““ ?‘\1}‘3\.‘0\”\ ]\-\4“1\.\()\ \‘]-\6\9\.\0‘ T \]-\9\?.\()\ TT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0

— T
14.50 15.00

o

o

5000 m/z 85.10 43.78%
85.0
29.0
0 113.0 141.0 169.0 198.0
R R T R e
m/z--> 20 40 60 80 100 120 140 160 180 200 NMN%NAA\
Abundance #59028: Tridecane M i
57.0 14.50 15.00

m/z 41.05 43.25%

5000 85.0
29.0
L | 20 ame s

[\ JRME 1 —

\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025616.D

Acqg On : 08 Dec 2021 13:16

Operator JC/MD

Sample : M4884-06ME

Misc : 3.48g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M

: VOC Analysis

: 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 Carbonic acid, eicosyl viny... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.213 4.00 ug/L 21060 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90

2 Nonadecane 268 C19H40 000629-92-5 83
3 2,6,10-Trimethyltridecane 226 CleH34 003891-99-4 80
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72

5 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 72

Abundance Scan 2317 (15.213 min): VX025616.D\data.ms (-2314) (- m/z 57.05 100.00%
57.0
99.1 e e
‘ 14‘12 1832 15.00 15.50
oww‘w‘ | A b m/z 71.05 92.30%
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 e e
70 15.00 15.50
' m/z 43.10  80.33%
0\ T ‘\ \L “‘\ ““ ‘H‘ “ L‘ “\4\1-0\ ]\-8\2\0 T T 252\0\ L \32\5\|
miz--> 50 100 150 200 250 300
Abundance
57.0
= -
15.00 15.50
5000 ITI/Z 85.05 54.99%
99.0
0 141.0 183.0 268.0
—— et
miz-> 50 100 150 200 250 300
Abundance #107237: 2,6,10-Trimethyltridecane ey s
57.0 15.00 15.50
m/z 41.05 34.18%
h M
0189183-‘)226-0
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025616.D

Acqg On : 08 Dec 2021 13:16

Operator : JC/MD

Sample : M4884-06ME

Misc : 3.48g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
15.493 3.89 ug/L 20521 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Pentadecane 212 C15H32 000629-62-9 95
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
4 Pentadecane 212 C15H32 000629-62-9 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 2363 (15.493 min): VX025616.D\data.ms (-2359) (- m/z 57.10 100.00%
57.1
" M
—
‘ ‘ 99.0 1413 2120 15.50
S N R 1 o m/z 43.10  76.98%
miz--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
5000 T
15.50
m/z 71.05 69.56%
99.0
0 26\0 ‘\“ \“‘\ ““ \“ T “-‘]\-4\‘1‘0‘\ T \?1\‘2.\0\ L A
miz--> 50 100 150 200 250
Abundance
57.0
.
15.50
5000 m/z 41.00 44 ,89%
99.0
0 141.0 212.0
—.—
m/iz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- ——
57.0 15.50
m/z 85.05 43.23%
5000 /\JI\N\
99.0
ol L M0 1830 2390 296« e
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025616.D

Acqg On : 08 Dec 2021 13:16

Operator : JC/MD

Sample : M4884-06ME

Misc : 3.48g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 7
R.T. EstConc Area Relative to ISTD R.T.
16.383 3.77 ug/L 19857 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Hexadecane 226 C1l6H34 000544-76-3 92
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Hexadecane 226 Cl6H34 000544-76-3 81
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 2509 (16.383 min): VX025616.D\data.ms (-2503) (- m/z 57.05 100.00%
57.0
o \/\MAN‘A
N REARE=aEa T
1272 2064 16.0016.2016.4016.60
ot e e e e e e m/z 43.10 66.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107220: Hexadecane
57.0
5000 | L LA L
16.0016.2016.4016.60
m/z 71.05 63.54%
||| 1270 2260
O ‘H\\‘\l\\\‘\\‘\\‘\\\\‘H‘\\‘\H\‘\\\\‘\\\\‘H\\‘\H\‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R L
16.0016.2016.4016.60
5000 m/z 85.10 41.66%
127.0 226.0
I EEEE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0 16.0016.2016.4016.60
m/z 41.00 36.51%
B ‘\W\/wj\wwwm
0 ||F27-0197.0267.0337.0  463.0 5610
et A e e e e e R SRR AR RR AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025616.D

Acqg On : 08 Dec 2021 13:16

Operator : JC/MD

Sample : M4884-06ME

Misc : 3.48g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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.. 13.268 2.8 ug/L 14921 3 12.024 263527 50.0
(DEL) Alkane: S.. 14.042 5.2 ug/L 27432 3 12.024 263527 50.0
(DEL) Alkane: S.. 14.615 3.5 ug/L 18465 3 12.024 263527 50.0
(DEL) Alkane: S... 14.756 6.5 ug/L 34448 3 12.024 263527 50.0
Carbonic acid, ... 15.213 4.0 ug/L 21060 3 12.024 263527 50.0
(DEL) Alkane: S... 15.493 3.9 ug/L 20521 3 12.024 263527 50.0
(DEL) Alkane: S... 16.383 3.8 ug/L 19857 3 12.024 263527 50.0
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