LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039952.D

Acqg On : 25 Jan 2024 14:32

Operator : JC/MD

Sample : P1235-05

Misc : 1.25g/10mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82X011024W.M

Title : SW846 8260

Signal : TIC: VX@39952.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.385 694 705 715 rBV 54938 158363 28.67% 2.886%
2 5.550 715 732 741 rBV2 95355 337700 61.13% 6.155%
3 5.824 767 777 789 rVB2 41188 120363 21.79% 2.194%
4 5.952 789 798 814 rBV2 66815 178101 32.24%  3.246%
5 6.178 824 835 844 rBV7 5221 22436 4.06%  0.409%
6 6.257 844 848 856 rVVv7 4331 10374 1.88% 0.189%
7 6.349 856 863 872 rVB5S 3675 10613 1.92% 0.193%
8 6.611 896 906 917 rBvV2 36575 90092 16.31% 1.642%
9 6.763 922 931 946 rBV 154787 372825 67.49% 6.795%
10 7.379 1022 1032 1043 rBV5 13252 33763 6.11% 0.615%
11  7.659 1072 1078 1084 rVB4 3591 6695 1.21% ©.122%
12 8.275 1174 1179 1182 rBV4 3808 5585 1.01% 0.102%
13 8.598 1227 1232 1234 rBV2 5314 7657 1.39% 0.140%
14  8.647 1234 1240 1246 rVV 331203 509724 92.27%  9.290%
15 8.720 1246 1252 1264 rVB 344029 552447 100.00% 10.069%
16 8.915 1279 1284 1289 rBV 8284 12676 2.29% 0.231%
17 9.098 1309 1314 1320 rVB4 4266 7230 1.31% 0.132%
18 9.385 1354 1361 1369 rBV4 3000 5586 1.01% 0.102%
19 9.513 1375 1382 1385 rBV5 5441 10748 1.95% 0.196%
20 9.561 1385 1390 1395 rvwv2 8119 12207 2.21% 0.222%
21  9.616 1395 1399 1403 rVV3 4176 7227 1.31% 0.132%
22 9.830 1428 1434 1440 rBV6 4593 10528 1.91% 0.192%
23 9.903 1441 1446 1451 rVB2 8737 13157 2.38% 0.240%
24 10.006 1456 1463 1466 rBV 7939 13067 2.37% 0.238%
25 10.055 1466 1471 1479 rVB 321524 448852 81.25% 8.181%
26 10.195 1487 1494 1499 rBV 27336 39320 7.12% 0.717%
27 10.299 1502 1511 1517 rVWV 83880 136820 24.77%  2.494%
28 10.360 1517 1521 1533 rVB2 25921 39682 7.18% 0.723%
29 10.586 1549 1558 1562 rBV4 9710 18002 3.26% 0.328%
30 10.640 1562 1567 1576 rVB 25187 40154 7.27% 0.732%
31 10.781 1582 1590 1594 rBV4 11901 19614 3.55% ©.357%
32 10.854 1598 1602 1606 rVv4 12162 21349 3.86% 0.389%
33 10.964 1613 1620 1623 rBV4 4623 8389 1.52% 0.153%
34 11.079 1634 1639 1651 rVB 282438 383059 69.34% 6.981%
35 11.189 1654 1657 1660 rvv2 11118 14884 2.69% 0.271%
36 11.220 1660 1662 1666 rVB3 6681 7462 1.35% 0.136%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039952.D

Acqg On : 25 Jan 2024 14:32

Operator : JC/MD

Sample : P1235-05

Misc : 1.25g/10mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82X011024W.M
Title : SW846 8260
37 11.305 1672 1676 1679 rBV 8420 11192 2.03% 0.204%
38 11.378 1684 1688 1694 rvV 25883 49344  8.93% ©0.899%
39 11.433 1694 1697 1698 rvV 13240 16455 2.98% 0.300%
40 11.476 1701 1704 1710 rVB 43663 56512 10.23% 1.030%
41 11.616 1722 1727 1734 rVB4 17175 31681 5.73% 0.577%
42 11.683 1734 1738 1740 rBvV3 5106 6634 1.20% 0.121%
43 11.713 1740 1743 1746 rBvV2 16869 21091 3.82% 0.384%
44 11.750 1746 1749 1759 rVB 40952 64445 11.67% 1.175%
45 11.835 1759 1763 1765 rBV3 6940 9228 1.67% 0.168%
46 11.890 1768 1772 1776 rVB4 12162 15990 2.89% 0.291%
47 11.939 1776 1780 1784 rBV3 16236 24307 4.40% 0.443%
48 12.018 1788 1793 1800 rBV 355474 473266 85.67% 8.625%
49 12.073 1800 1802 1804 rVv2 10168 12283 2.22% 0.224%
50 12.104 1804 1807 1810 rVB 13457 16188 2.93% 0.295%
51 12.171 1816 1818 1825 rVB2 17986 25634 4.64% 0.467%
52 12.244 1825 1830 1832 rBvV3 13302 20405 3.69% 0.372%
53 12.268 1832 1834 1837 rW 15008 18223 3.30% 0.332%
54 12.311 1837 1841 1848 rVB6 27727 58364 10.56% 1.064%
55 12.421 1855 1859 1863 rVB 107496 122232 22.13% 2.228%
56 12.463 1863 1866 1873 rVB5 16489 30295 5.48% 0.552%
57 12.555 1873 1881 1883 rBV6 15590 34028 6.16% 0.620%
58 12.579 1883 1885 1893 rVB5 10309 17817 3.23% 0.325%
59 12.634 1893 1894 1899 rVB4 6634 7433 1.35% 0.135%
60 12.683 1899 1902 1905 rBV3 10620 15968 2.89% 0.291%
61 12.817 1920 1924 1930 rVB2 18516 27951 5.06% ©.509%
62 12.890 1930 1936 1942 rBVS5S 19979 49741 9.00% 0.907%
63 12.939 1942 1944 1947 rVV2 11657 15931 2.88% 0.290%
64 12.975 1947 1950 1955 rVv4 25759 37218 6.74% 0.678%
65 13.042 1957 1961 1964 rVB 19708 23765 4.30% 0.433%
66 13.164 1977 1981 1985 rVB6 5726 10575 1.91% 0.193%
67 13.268 1993 1998 2001 rVV 82377 110426 19.99% 2.013%
68 13.292 2001 2002 2008 rVV4 24330 22272 4.03% 0.406%
69 13.347 2008 2011 2013 rVV3 6838 7633 1.38% 0.139%
70 13.384 2013 2017 2019 rW 15529 19082 3.45% 0.348%
71 13.414 2019 2022 2032 rVB7 18287 46416 8.40% 0.846%
72 13.494 2032 2035 2041 rBV7 5862 10781 1.95% 0.196%
73 13.591 2047 2051 2055 rBV6 6115 10623 1.92% 0.194%
74 13.676 2061 2065 2067 rBv4 10733 14983 2.71% 0.273%
75 13.731 2071 2074 2077 rVV3 18273 25708 4.65% 0.469%
76 13.768 2077 2080 2082 rVV 16241 18649 3.38% 0.340%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039952.D

Acqg On : 25 Jan 2024 14:32

Operator : JC/MD

Sample : P1235-05

Misc : 1.25g/10mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82X011024W.M
Title : SW846 8260
77 13.798 2082 2085 2088 rVVv4 8994 12417 2.25% ©.226%
78 13.835 2088 2091 2099 rVVv4 18683 35919 6.50% ©.655%
79 13.908 2099 2103 2110 rVB9 6829 12884 2.33% 0.235%
80 14.036 2120 2124 2128 rBV 54411 57829 10.47% 1.054%
81 14.219 2151 2154 2160 rVBS 4566 7855 1.42% 0.143%
82 14.402 2180 2184 2187 rBVS 4058 6640 1.20% 0.121%
83 14.432 2187 2189 2193 rVvV3 6236 8597 1.56% 0.157%
84 14.499 2197 2200 2206 rVB5 5120 8628 1.56% ©.157%
85 14.609 2215 2218 2224 rBV4 5763 7062 1.28% ©.129%
86 14.756 2238 2242 2245 rBV 15563 18190 3.29% 0.332%
87 15.487 2358 2362 2368 rBV7 6752 13295 2.41% 0.242%
Sum of corrected areas: 5486836
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039952.D

Acqg On : 25 Jan 2024 14:32

Operator : JC/MD

Sample : P1235-05

Misc : 1.25g/10mL/100ul/5.0emL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.M
Quant Title : SW846 8260

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

Abundance TIC: VX039952.D\data.ms
350000

300000
250000
200000
150000
100000 5.550

5.385 5.952
50000 5.824
T s
0

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX039952.D\data.ms
7
350000 g 84770

10.055
300000 11.079

250000
200000

6.763
150000

100000 10.299

50000 6.611

10.1995.360 10.640
6 10.5860L0

o 7.65 8.275 8598 | 8919008 9393816 9.9:&9%
— —— A S Y AT
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX039952.D\data.ms
350000 12.018

300000

250000

200000

150000

12.421

100000

50000

spmemeth(® e
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T
15.00 15.50 16.00 16.50

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039952.D

Acqg On : 25 Jan 2024 14:32

Operator : JC/MD

Sample : P1235-05

Misc : 1.25g/10mL/100ul/5.0emL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.M
Quant Title : SW846 8260

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 Hexane, 3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.824 17.82 ug/1 120363  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 95
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 53
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 53
Abundance Scan 777 (5.824 min): VX039952.D\data.ms (-767) (-) m/z 43.10 100.00%
3.1
71.1
57.1
5000
R AN R
‘ | ‘ 85.0 100.2 5.60 5.80 6.00 6.20
H\‘\\H’HH‘H\\‘\H\i\}H“\‘H\“HH‘HH\‘H‘H‘HH“HH‘HH’H m/z 71.16 63.6400
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4468: Hexane, 3-methyl-
43.0
5000 70.0 uu/‘»\\uwuu‘\u/\%u
20.0 5.60 5.80 6.00 6.20
m/z 41.10 59.77%
15.0 ‘ . 85.0 100.0
H\‘\\H’H‘H‘H}\‘\H\’\}H‘\‘H\‘HHHH\‘HH‘HH‘HH‘HH’H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4464: Heptane
43.0
5.60 5.80 6.00 6.20
5000 57.0 710 m/z 70.10  58.22%
29.0 100.0
“ | . 85.0
T e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 /\W\,
Abundance #8634: Heptane, 4-methyl- “H4$H“H“_“W“
43.0 5.60 5.80 6.00 6.20
m/z 57.10 55.81%
71.0
5000
29.0
57.0
10 150 H 1l 850 99, 1140
LA RRaass aa B L R AR RamEG RS e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039952.D

Acqg On : 25 Jan 2024 14:32

Operator : JC/MD

Sample : P1235-05

Misc : 1.25g/10mL/100ul/5.0emL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.M
Quant Title : SW846 8260

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 Heptane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.611 12.08 ug/l 90092  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 47
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 42
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 40
5 Hydroxylamine, O-(2-methylpropyl)- 89 C4H11NO 005618-62-2 38
Abundance Scan 906 (6.611 min): VX039952.D\data.ms (-896) (-) m/z 43.10 100.00%
43.1
71.2
57.2
5000
“H‘_‘H“H‘W‘H‘H
‘ 85.1 100.1 6.20 6.40 6.60 6.80 7.00
e e e e m/z 41.10 70.59%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane
43.0
57.0
5000 710 /’M\\\\‘\\\\’\\\\‘\\
6.20 6.40 6.60 6.80 7.00
29.0 ‘ 100.0 m/z 71.20 66.38%
\\‘\\\\‘\\\\’\\\\‘!\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2059: Butane, 2,2-dimethyl-
57.0
43.0 10
“H‘_‘H“H‘W‘H‘H
6.20 6.40 6.60 6.80 7.00
5000 m/z 57.20 53.02%
29.0
L L =
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl- “H““‘W““W““‘
43.0 6.20 6.40 6.60 6.80 7.00
m/z 56.10  35.94%
5000 57.0 70.0
29.0
w0 | 50 o )
R M AR
m/z--> 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80 7.00

82X011024W.M Fri Jan 26 16:52:15 2024 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039952.D

Acqg On : 25 Jan 2024 14:32

Operator : JC/MD

Sample : P1235-05

Misc : 1.25g/10mL/100ul/5.0emL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.M
Quant Title : SW846 8260

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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.378 5.21 ug/1 49344  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 1688 (11.378 min): VX039952.D\data.ms (-1684) (- m/z 105.05 100.00%
105.1
5000 j\/kﬂ
120.2
. Ao L
39.0 63.0 ‘ 91‘-1 11.00 11.50
et M T m/z 120,20 33.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 M
5000 A /\ : jk
1200 11.00 11.50
m/z 77.10 14.84%
39.0 77.0 91.0
H‘\H\‘\2\6\\(‘)\\H“‘\H\i‘\‘ui‘e‘:\a‘\“?\‘u\‘H‘HH“M\\‘\‘11\‘\\‘\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 f\ J\
Dl 1) P L o
11.00 11.50
5000 ITI/Z 91.10 13.00%
120.0
77.0 91.0
S N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 J\J
Abundance #10720: Benzene, 1-ethyl-3-methyl- R =y J\‘ ‘
105.0 11.00 11.50
m/z 79.10 9.15%
5000
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039952.D

Acqg On : 25 Jan 2024 14:32

Operator : JC/MD

Sample : P1235-05

Misc : 1.25g/10mL/100ul/5.0emL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.M
Quant Title : SW846 8260

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 Undecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.421 12.91 ug/1 122232  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 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 83
4 Tetradecane 198 C14H30 000629-59-4 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 1859 (12.421 min): VX039952.D\data.ms (-1855) (- m/z 57.10 100.00%
57.1

5000
85.0
o
12.50
‘ ‘ 126.1 156.2
‘H‘WMJL_MHQM‘w‘u‘_‘H‘H‘W‘H‘_“W‘H‘_‘H‘H m/z 43.10  89.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33081: Undecane
57.0
5000 T
12.50
. m/z 41.10 55.45%
290 85.0 /
Lol im0 1m0

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

Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0

-

12.50
5000 m/z 71.10  49.87%

85.0

29.0
h M 1110 1540 1820 2270

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

Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0 12.50

m/z 85.05 26.63%

85.0
29.0
| 110 1400 1680 1960 241

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50

=4

5000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039952.D

Acqg On : 25 Jan 2024 14:32

Operator : JC/MD

Sample : P1235-05

Misc : 1.25g/10mL/100ul/5.0emL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.M
Quant Title : SW846 8260

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 Cyclohexane, pentyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.890 5.26 ug/l 49741  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64
2 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 64
3 Cyclohexane, (3-methylpentyl)- 168 C12H24 061142-38-9 58
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 53
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 52
Abundance Scan 1936 (12.890 min): VX039952.D\data.ms (-1930) (- m/z 57.10 100.00%
57.1
83.2
5000
. e
‘ m H 0691252 154.3 12.50 13.00
H\|HH\ \“\‘HH“H\ﬂ-\\H‘\‘L\H‘\M‘\‘H‘H m/Z 83.20 75.86%
miz--> 40 60 80 100 120 140 160
Abundance #31430: Cyclohexane, pentyl-
55.0 83.0
5000 — ——
12.50 13.00
29.0 i m/z 55.00 72.52%
\\\‘\H\\‘i“\\\w\\‘1\\\“]\-J\-]\n\o‘\\\\‘\\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #43577: Cyclohexane, (4-methylpentyl)-
83.0
55.0 — —
12.50 13.00
5000 m/z 41.05 56.48%
29.0
B0 L ssowso 1980
m/z--> 20 40 60 80 100 120 140 160
Abundance #43576: Cyclohexane, (3-methylpentyl)- T —
55.0 83.0 12.50 13.00
m/z 43.10 52.05%
5000
29.0
139.0
\ ‘ A & X 168.0
“‘M““H‘ “H“ e e - —
m/z--> 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039952.D

Acqg On : 25 Jan 2024 14:32

Operator : JC/MD

Sample : P1235-05

Misc : 1.25g/10mL/100ul/5.0emL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.M
Quant Title : SW846 8260

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 Dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.268 11.67 ug/l 110426 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 90
3 Undecane 156 C11H24 001120-21-4 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 1998 (13.268 min): VX039952.D\data.ms (-1993) (- m/z 57.10 100.00%
57.1

- MJL

e
H ‘ “ 99.2 13.00 13.50
bl \‘

bt

133.1 170.2
mi/z--> 50 100 150 200 250
Abundance #45478: Dodecane
57.0

L ‘H‘ N Wt T m/z 43.10 85.60%
5000 Talo o
13.00 13.50

m/z 71.15 56.56%

98.0 170.0
\2\6\\0‘\“ ‘”H‘\ ‘!‘ \“‘\ H‘ et T b SN B R
miz--> 50 100 150 200 250
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0

T
13.00 13.50

5000 m/z 41.10 51.94%
97.0
26,0, | ‘\‘\‘ \‘H , 139.0 1820 224.0 297.1
R e N e .
m/z--> 50 100 150 200 250
Abundance #33080: Undecane —— -
57.0 13.00 13.50

m/z 85.10  35.12%

| m
Dl ol I Il
[

R s
miz--> 50 100 150 200 250 13.00 13.50

5000

L0
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039952.D

Acqg On : 25 Jan 2024 14:32

Operator : JC/MD

Sample : P1235-05

Misc : 1.25g/10mL/100ul/5.0emL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.M
Quant Title : SW846 8260

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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.036 6.11 ug/1 57829 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tetradecane 198 C14H30 000629-59-4 86
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72
Abundance Scan 2124 (14.036 min): VX039952.D\data.ms (-2120) (- m/z 57.10 100.00%
57.1
- 52 J\N\\J\M
=] 1 T
14.00
112.2 ) 184.2
— wHH Al aff 1At 1882 7 a3.1e 79.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane
57.0
5000 e :
85.0 14.00
29.0 m/z 71.05 53.33%
\‘ \“\ H\ \‘\ bl 11?'0 . 14;“'0 184'0
\\\‘\\\\‘1\\1‘\1\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane
57.0
1 T
14.00
5000 85.0 m/z 41.05 43.95%
29.0
— I el M20,1410 1600 1960
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59088: Decane, 2,3,5-trimethyl- ——
57.0 14.00
m/z 85.20 37.58%
5000 85.0
29.0 141.0
e b L1130 1690 SLEEI
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039952.D

Acqg On : 25 Jan 2024 14:32

Operator : JC/MD

Sample : P1235-05

Misc : 1.25g/10mL/100ul/5.emL/MSVOA_X/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexane, 3-methyl- 5.824 17.8 ug/l 120363 1 5.550 337700 50.0
Heptane 6.611 12.1 ug/l 90092 2 6.763 372825 50.0
Benzene, 1l-ethy... 11.378 5.2 ug/l 49344 4 12.024 473266 50.0
Undecane 12.421 12.9 ug/l 122232 4 12.024 473266 50.0
Cyclohexane, pe... 12.890 5.3 ug/l 49741 4 12.024 473266 50.0
Dodecane 13.268 11.7 ug/l 110426 4 12.024 473266 50.0
Tridecane 14.036 6.1 ug/l 57829 4 12.024 473266 50.0
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