LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013125\
Data File : VX044792.D

Acqg On : 31 Jan 2025 13:30

Operator : JC/MD

Sample : Q1189-11ME

Misc : 14.77g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 11 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\SFAMXLM@12825WMA.M
Title : VOC Analysis

Signal : TIC: VX@44792.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 35 rBV2 14655 32086 1.67% 0.290%
2 1.368 43 46 49 rBV 68820 73832 3.84% 0.668%
3  1.557 72 77 78 rBv4 3967 5570 ©.29% 0.050%
4 1.642 86 91 97 rBV2 15715 34560 1.80% 0.313%
5 2.282 190 196 211 rBV 204433 346535 18.04%  3.134%
6 2.721 263 268 273 rBV2 3454 6083 0.32% 0.055%
7 2.940 297 304 313 rW 4978 12272 0.64% 0.111%
8 3.422 376 383 390 rBv4 1283 3424 0.18% 0.031%
9 3.599 402 412 429 rVB 241743 566281 29.48% 5.122%
10 4.483 549 557 580 rBvV2 42383 169838 8.84% 1.536%
11 5.056 639 651 675 rBv2 128292 448247 23.34%  4.054%
12 5.373 689 703 726 rBV 613596 1920616 100.00% 17.371%
13 5.666 745 751 760 rVB4 2535 7490 0.39% 0.068%
14 5.958 789 799 820 rBV2 350743 1011370 52.66% 9.147%
15 6.757 921 930 953 rBV 235586 600006 31.24% 5.427%
16 7.226 1001 1007 1011 rBV3 1272 2437 0.13% 0.022%
17 7.306 1011 1020 1028 rBV 202526 458362 23.87% 4.146%
18 7.757 1087 1094 1104 rBV7 2694 6976 0.36% 0.063%
19 8.269 1174 1178 1181 rBVS5S 2214 3479 0.18% 0.031%
20 8.324 1181 1187 1202 rVV 147575 250805 13.06%  2.268%
21  8.427 1202 1204 1208 rVV4 1512 2503 0.13% 0.023%
22 8.592 1226 1231 1234 rBV3 9181 16585 0.86% 0.150%
23 8.647 1234 1240 1255 rW 485185 820993 42.75% 7.425%
24  8.769 1257 1260 1266 rVB2 8982 15543 0.81% 0.141%
25 8.909 1279 1283 1285 rBV2 5018 6439 0.34% 0.058%
26 8.952 1285 1290 1303 rVB 98093 169375 8.82% 1.532%
27 9.098 1309 1314 1319 rVB4 4328 7159 0.37% 0.065%
28 9.275 1338 1343 1351 rVB3 9664 17946 0.93% 0.162%
29 9.391 1357 1362 1376 rBV 190964 350542 18.25% 3.170%
30 9.500 1376 1380 1386 rvvs 6893 14665 0.76% 0.133%
31 9.555 1386 1389 1394 rvv2 6373 9197 ©0.48% 0.083%
32 9.616 1394 1399 1403 rVWV 15377 23615 1.23% 0.214%
33 9.653 1403 1405 1409 rVB3 3506 3685 0.19% 0.033%
34 9.823 1428 1433 1437 rVV5 3930 7478 0.39% 0.068%
35 9.866 1437 1440 1442 rVv2 2300 3081 0.16% ©0.028%
36 9.903 1442 1446 1451 rVB4 4469 6892 0.36% 0.062%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013125\
Data File : VX044792.D

Acqg On : 31 Jan 2025 13:30

Operator : JC/MD

Sample : Q1189-11ME

Misc : 14.77g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 11 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\SFAMXLM@12825WMA.M
Title : VOC Analysis
37 10.000 1457 1462 1465 rBvV3 4325 6152 0.32% 0.056%
38 10.055 1465 1471 1487 rVB 470899 705630 36.74% 6.382%
39 10.275 1498 1507 1509 rBvV6 8084 14348 0.75% 0.130%
40 10.360 1517 1521 1529 rVB2 16509 24883 1.30% 0.225%
41 10.451 1532 1536 1542 rVB3 3678 5679 0.30% 0.051%
42 10.592 1550 1559 1565 rBV5 10490 27055 1.41% 0.245%
43 10.646 1565 1568 1570 rBvV2 6354 7702 0.40% 0.070%
44 10.750 1581 1585 1586 rBV3 3085 3897 ©0.20% 0.035%
45 10.774 1586 1589 1594 rVB 11222 15351 ©0.80% 0.139%
46 10.854 1594 1602 1605 rBV5 11776 21724 1.13% 0.196%
47 10.890 1605 1608 1613 rVB4 8028 12304 0.64% 0.111%
48 10.945 1613 1617 1621 rVB5 1989 2661 0.14% 0.024%
49 11.006 1621 1627 1628 rBV5 5445 9059 0.47% 0.082%
50 11.030 1628 1631 1634 rVB3 5513 6526 0.34% 0.059%
51 11.079 1637 1639 1641 rBvV3 3878 3560 0.19% 0.032%
52 11.189 1649 1657 1665 rBV 342839 482903 25.14% 4.368%
53 11.335 1677 1681 1686 rVB5 6036 8338 0.43% 0.075%
54 11.384 1686 1689 1693 rBV4 6919 9276 0.48% 0.084%
55 11.433 1693 1697 1700 rBvV3 7658 12003 0.62% 0.109%
56 11.476 1700 1704 1709 rVB 43219 50872 2.65% 0.460%
57 11.591 1721 1723 1726 rBV4 2078 2784 0.14% 0.025%
58 11.628 1726 1729 1733 rVV4 6706 8941 0.47% 0.081%
59 11.683 1734 1738 1740 rVV3 10291 15548 0.81% 0.141%
60 11.713 1740 1743 1746 rW 30991 34982 1.82% 0.316%
61 11.756 1746 1750 1760 rVB 97836 156444 8.15% 1.415%
62 11.847 1760 1765 1768 rBV6 5198 11427 0.59% 0.103%
63 11.884 1769 1771 1776 rVB4 9249 12054 0.63% 0.109%
64 12.018 1788 1793 1800 rBV 495501 649419 33.81% 5.874%
65 12.103 1804 1807 1812 rVB3 9465 12505 0.65% 0.113%
66 12.171 1815 1818 1821 rBV2 5838 5942 0.31% 0.054%
67 12.238 1826 1829 1830 rBV3 2493 2968 0.15% 0.027%
68 12.317 1837 1842 1849 rBV 533819 685265 35.68% 6.198%
69 12.420 1855 1859 1864 rBV 61321 68705 3.58% 0.621%
70 12.573 1881 1884 1891 rVB2 21415 36746 1.91% 0.332%
71 12.640 1891 1895 1898 rBV5 4334 7316 ©0.38% 0.066%
72 12.683 1899 1902 1905 rVB 13230 14423 0.75% 0.130%
73 12.762 1912 1915 1919 rBV5 3208 4818 0.25% 0.044%
74 12.817 1921 1924 1929 rVB5 10626 15279 0.80% 0.138%
75 12.890 1929 1936 1942 rBV7 14225 39916 2.08% 0.361%
76 12.975 1947 1950 1957 rVw4 13562 18433 0.96% 0.167%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013125\
Data File : VX044792.D

Acqg On : 31 Jan 2025 13:30

Operator : JC/MD

Sample : Q1189-11ME

Misc : 14.77g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 11 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\SFAMXLM@12825WMA.M
Title : VOC Analysis
77 13.036 1957 1960 1964 rVB3 9289 10564 ©.55% 0.096%
78 13.079 1964 1967 1970 rBV 7549 9050 0.47% 0.082%
79 13.268 1994 1998 2001 rBV 48955 57837 3.01% 0.523%
80 13.347 2008 2011 2013 rBV3 5454 7105 0.37% 0.064%
81 13.384 2013 2017 2021 rBV 28519 38485 2.00% 0.348%
82 13.621 2053 2056 2061 rVB6 7691 10681 0.56% 0.097%
83 13.682 2063 2066 2067 rBV2 4698 5232 0.27% 0.047%
84 13.737 2071 2075 2077 rBV2 10707 11483 0.60% 0.104%
85 13.768 2077 2080 2083 rBV2 6653 6674 ©.35% 0.060%
86 13.841 2088 2092 2096 rBV 35220 41953 2.18% 0.379%
87 13.993 2114 2117 2119 rBV4 4799 5321 0.28% 0.048%
88 14.036 2120 2124 2128 rBV 39120 43269 2.25% ©0.391%
89 14.438 2187 2190 2194 rVB2 7192 8684 0.45% 0.079%
90 14.518 2198 2203 2206 rVB4 9447 15342 0.80% 0.139%
91 14.609 2215 2218 2221 rBV 10344 12018 0.63% 0.109%
92 14.719 2234 2236 2238 rBV3 2441 2482 0.13% 0.022%
93 14.755 2238 2242 2245 rBV 22275 28839 1.50% 0.261%
94 14.841 2253 2256 2260 rBV4 6081 8684 0.45% 0.079%
95 15.213 2313 2317 2321 rVB3 7547 10389 0.54% 0.094%
96 15.414 2346 2350 2356 rVB6 13055 19724 1.03% 0.178%
97 15.487 2359 2362 2370 rVB2 10708 17856 ©.93% 0.161%
98 16.084 2456 2460 2464 rBV6 2009 3997 0.21% 0.036%
99 16.371 2502 2507 2514 rVB6 2474 4970 0.26% 0.045%
100 16.597 2541 2544 2552 rVB10o 2854 6023 0.31% 0.054%
Sum of corrected areas: 11056467
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

¢ Q1189-11ME
: 14.77g/1emL/100ul/5.00mL/MSVOA_X/MEOH
: 11 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013125\

: VX044792.D
: 31 Jan 2025 13:30

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
600000

500000

400000

300000

200000

100000

o

TIC: VX044792.D\data.ms

5.958

3.599
2.282

5.056

1.368
4.483

1.246). 1 95342 2.7212.940 3.422 N 5.666

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
600000

500000

400000

300000

200000

100000

TIC: VX044792.D\data.ms

8.647 10.055

11.189

6.757
7.306 9.391

8.324

0
Time-->

8.952
7.226 7.757 8.2 .4213-9L -7®9Ag.099-27 386869 00 107RPQAC FER
s — A e TS
. 8.00

‘ \
8.50 9.00 9.50 10.00 10.50 11.00

Abundance
600000

500000

400000

300000

200000

100000

TIC: VX044792.D\data.ms

15.13517

4 16.37116.597

Time-->

T ‘ T T T ‘ T
12.00 12.50 13.00 13.50 14.00

16.08
T T T T ‘ T T T T T

T ‘ T T T ‘
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\VX013125\
Data File : VX044792.D

Acqg On : 31 Jan 2025 13:30

Operator : JC/MD

Sample : Q1189-11ME

Misc : 14.77g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.476 3.92 ug/L 50872 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 94
2 Decane 142 C10H22 000124-18-5 93
3 Decane 142 C1eH22 000124-18-5 90
4 Tetradecane 198 C14H30 000629-59-4 80
5 Decane 142 C1OH22 000124-18-5 70

Abundance Scan 1704 (11.476 min): VX044792.D\data.ms (-1700) (| | m/z 57.85 100.00%

57.0
5000 410
85.1

! | 1130 1422 . 9
\\\‘\\\\i\‘\\\‘\\\\“‘\\\‘”‘\\\\‘\\\\‘\\\ mZ 43.05 99.83%

| \\
m/z--> 20 40 60 80 100 120 140
Abundance #22067: Decane
43.0

5000

110 11550
m/z 71.10  50.24%
|

L ‘ \‘1 T \“‘} T \ ‘ L ‘ \ T \9\9‘9\ \ \]‘-2\6\(\)]\-4“2\(\)\
m/z--> 20 40 60 100 120 140
Abundance
57.0
Af\/RNM

41.0 1150
5000 m/z 41.05 48.45%
85.0
14.0 1130 1420
L L B o e T A N U A
m/z--> 20 40 60 80 100 120 140
Abundance #22068: Decane 7
43.0 11.50

m/z 85.10 31.04%
5000
71.0
210

| L | o 1420 MK»« . ‘AM/W\N

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013125\
Data File : VX044792.D

Acqg On : 31 Jan 2025 13:30

Operator : JC/MD

Sample : Q1189-11ME

Misc : 14.77g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA.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 11
R.T. EstConc Area Relative to ISTD R.T.
11.713 2.69 ug/L 34982 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 90
2 Decane, 4-methyl- 156 C11H24 002847-72-5 80
3 Octane, 3,3-dimethyl- 142 C1eH22 004110-44-5 78
4 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 78
5 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 72

Abundance Scan 1743 (11.713 min): VX044792.D\data.ms (-1740) (- m/z 71.05 100.00%

431 71.0
5000

113.2 11,50 12.00
m_mu‘:m”qHm,ﬁlﬁwl“m‘1‘4“1"1“;‘1?719 m/z 43.10  83.09%
miz-> 20 40 60 80 100 120 140 160
Abundance #33082: Decane, 4-methyl-
43.0 71.0

5000 LN
11.50 12.00

m/z 57.05 69.85%

‘ 112.0
\1\5\.(‘)\‘!\\i‘}\\“!“\\ \"U\\\‘\\!‘\‘\\\\‘\\1\5\6.‘0\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
43.0
71.0

S
11.50 12.00

5000 ITI/Z 41.10 33.57%
112.0
91.0 156.0
A B B o e A B o
m/z--> 20 40 60 80 100 120 140 160
Abundance #22109: Octane, 3,3-dimethyl- — —
71.0 11.50 12.00
m/z 70.00 32.72%
43.0
5000
113.0
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_X\Data\VX013125\
Data File : VX044792.D

Acqg On : 31 Jan 2025 13:30

Operator : JC/MD

Sample : Q1189-11ME

Misc : 14.77g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA.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.
12.421 5.29 ug/L 68705 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 90
3 Undecane 156 C11H24 001120-21-4 87
4 Undecane 156 C11H24 001120-21-4 81
5 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 80
Abundance Scan 1859 (12.420 min): VX044792.D\data.ms (-1855) (- m/z 57.10 100.00%
57.1
5000
85.1
—
12.50
112.2 156.2
\H‘\H\‘H\\HH“H“M“1‘\\\“”‘\\\”\‘\‘H\‘\\H“\H\‘HH‘HH‘HH m/Z 43.05 81.6700
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33077: Undecane
57.0
5000 UL
12.50
0.0 8.0 m/z 71.10  48.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
—
12.50
5000 m/z 41.10 44 ,79%
85.0
29.0
1110 1540 182.0 227
AR e B e e EAmmaasnty
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33078: Undecane —
43.0 12.50
m/z 85.10  29.37%
5000 71.0
“ H‘\ \‘ \‘ 9%0 \127'0 15\60
e e e A e e e -
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\VX013125\
Data File : VX044792.D

Acqg On : 31 Jan 2025 13:30

Operator : JC/MD

Sample : Q1189-11ME

Misc : 14.77g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
13.268 4.45 ug/L 57837 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Dodecane 170 C12H26 000112-40-3 91
3 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 90
4 Undecane 156 C11H24 001120-21-4 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1998 (13.268 min): VX044792.D\data.ms (-1994) (- m/z 57.10 100.00%

57.1
5000
85.1
7

13.00 13.50
112.0 141 2 1703
H\‘\H\HM\\‘H“H“lu\”‘u1‘\‘\‘\\\‘\\\\‘HH‘HH‘HH‘HH‘H m/Z 43.10 80.29%

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

5000 T —T
85.0 13.00 13.50

m/z 71.10  58.83%

290
112014101700
Il Il
H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘H\\‘\H\‘HH‘H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

57.0

—

13.00 13.50
5000 m/z 41.05 42.07%
85.0
29.0
113.0 147 ¢ 170.0

R R e B R AR LA R LRt AR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #178950: Carbonic acid, tetradecyl vinyl ester —— —
57.0 13.00 13.50

m/z 85.10  32.69%

5000 85.0
29 ° I u‘ “ H ‘u \140 0168.0 19§ 0 241.C
T L

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

SFAMXLM@12825WMA.M Wed Feb 12 07:53:00 2025 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013125\
Data File : VX044792.D

Acqg On : 31 Jan 2025 13:30

Operator : JC/MD

Sample : Q1189-11ME

Misc : 14.77g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA.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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.384 2.96 ug/L 38485 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 91
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 80
4 5-Ethyldecane 170 C12H26 017302-36-2 78
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 76
Abundance Scan 2017 (13.384 min): VX044792.D\data.ms (-2013) (- m/z 57.10 100.00%
57.1
- WJUM
— —
39 98.1 13.00 13.50
_mumudﬂ‘““‘17‘?'?”““”1‘4?79 ML 1842 nz 71.10 45.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
5000 db et
13.00 13.50
29.0 m/z 43.10 45.45%
H 98.0
‘\}\\‘i‘\\\‘H“\\“\7\9‘-0\\\\“‘\\U\‘\\\1\4‘1\.(\)\\‘1\6\9\.(\)‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
— —
13.00 13.50
5000 m/z 41.10 29.61%
20.0 98.0
79.0 141.0 184.0
e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59087: Decane, 2,6,8-trimethyl- — —
57.0 13.00 13.50
m/z 56.05 15.76%
h M
85.0
“‘ i | 1130 155.0 _ 184.0
e e P P
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX013125\
Data File : VX044792.D

Acqg On : 31 Jan 2025 13:30

Operator : JC/MD

Sample : Q1189-11ME

Misc : 14.77g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
14.036 3.33 ug/L 43269 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tridecane 184 C13H28 000629-50-5 91
3 Tridecane 184 C13H28 000629-50-5 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Hexadecane 226 Cl16H34 000544-76-3 86
Abundance Scan 2124 (14.036 min): VX044792.D\data.ms (-2120) (|  m/z 57.85 100.00%
57.0
5000
85.0 MIL\J/VM
T T
14.00
S Uu‘ g P 1402 16321841 s s 8o 66
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59029: Tridecane
57.0
5000 e :
85.0 14.00
29.0 m/z 71.05 61.95%
“ \“\ H\ \‘\ il i 11?)0 . 141.0 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
T T
14.00
5000 m/z 41.05 41.67%
29.0 85.0
113.0 141.0 184.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59027: Tridecane T ‘
57.0 14.00
m/z 85.05 36.88%
5000 290 85.0
184.0
ol b L e e s N
m/z--> 20 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\VX013125\
Data File : VX044792.D

Acqg On : 31 Jan 2025 13:30

Operator : JC/MD

Sample : Q1189-11ME

Misc : 14.77g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA.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.. 11.476 3.9 ug/L 50872 3 12.024 649419 50.0
(DEL) Alkane: S.. 11.713 2.7 ug/L 34982 3 12.024 649419 50.0
(DEL) Alkane: S.. 12.421 5.3 ug/L 68705 3 12.024 649419 50.0
(DEL) Alkane: S.. 13.268 4.5 ug/L 57837 3 12.024 649419 50.0
(DEL) Alkane: S.. 13.384 3.0 ug/L 38485 3 12.024 649419 50.0
(DEL) Alkane: S.. 14.036 3.3 ug/L 43269 3 12.024 649419 50.0
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