LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039954.D

Acqg On : 25 Jan 2024 15:18

Operator : JC/MD

Sample : P1218-05

Misc : 1.12g/10mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 13  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@39954.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.599 69 84 85 rBv4 8803 31065 6.01% 0.837%
2 2.940 292 304 312 rBV4 1905 5262 1.02% 0.142%
3 5.391 694 706 719 rBvV2 49217 152148 29.46% 4.098%
4 5.544 721 731 750 rVB 94189 273807 53.01% 7.374%
5 5.958 789 799 816 rBV 64243 186321 36.08% 5.018%

.757 921 930 948 rBV 151741 377859 73.16% 10.177%
.214 999 1005 1016 rBV5 1941 6040 1.17% ©0.163%
.647 1234 1240 1250 rBV 321034 516475 100.00% 13.910%
10.055 1465 1471 1485 rBV 340270 471910 91.37% 12.710%
10 11.085 1634 1640 1651 rBV 263969 364632 70.60%  9.820%

o N O

11 11.476 1699 1704 1710 rVB7 3697 6469 1.25% ©.174%
12 12.024 1788 1794 1800 rBV 384029 490253 94.92% 13.204%
13 12.103 1804 1807 1811 rVB3 4708 5423 1.05% ©.146%
14 12.323 1838 1843 1848 rVB7 2327 5169 1.00% ©.139%
15 12.420 1855 1859 1864 rVwV 47669 56894 11.02% 1.532%
16 12.469 1864 1867 1873 rVB6 3959 8335 1.61% 0.224%
17 12.549 1873 1880 1882 rBV5 5533 10525 2.04%  ©.283%
18 12.585 1882 1886 1890 rVV5 8383 14833 2.87% ©.399%
19 12.683 1898 1902 1906 rBV2 12216 14951 2.89% 0.403%
20 12.762 1913 1915 1920 rBVS5 4570 7810 1.51% ©0.210%
21 12.817 1921 1924 1929 rVB4 9539 12795 2.48%  ©.345%
22 12.896 1929 1937 1942 rBv4 20130 51801 10.03%  1.395%
23 12.945 1942 1945 1947 rVV2 10569 13272 2.57% 0.357%
24 12.975 1947 1950 1954 rVv4 19497 26559 5.14% ©.715%
25 13.042 1957 1961 1964 rVVv2 16712 20831 4.03% 0.561%
26 13.085 1966 1968 1974 rVB7 4768 8281 1.60% 0.223%
27 13.158 1974 1980 1984 rBV8 6088 13071 2.53% ©.352%
28 13.207 1985 1988 1991 rVV3 7539 10335 2.00% ©0.278%
29 13.268 1993 1998 2001 rVV 78235 105299 20.39%  2.836%
30 13.292 2001 2002 2007 rVV3 26413 30971 6.00% 0.834%
31 13.341 2007 2010 2013 rVV5 7904 9822 1.90% ©.265%
32 13.384 2013 2017 2020 rVv2 21791 29872 5.78% ©.805%
33 13.420 2020 2023 2032 rVB8 18461 43418 8.41% 1.169%
34 13.500 2032 2036 2040 rBV5 7664 11885 2.30% ©.320%
35 13.591 2046 2051 2055 rBV7 8150 14927 2.89% 0.402%
36 13.682 2060 2066 2067 rBV6 7413 13099 2.54% ©.353%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039954.D

Acqg On : 25 Jan 2024 15:18

Operator : JC/MD

Sample : P1218-05

Misc : 1.12g/10mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 13  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 13.798 2082 2085 2088 rBV4 6207 7086 1.37% 0.191%
38 13.841 2088 2092 2100 rVB6 12124 26563 5.14% 0.715%
39 13.920 2100 2105 2111 rBVS8 9072 19372 3.75% 0.522%
40 14.036 2121 2124 2127 rVB 20594 21278 4.12% 0.573%
41 14.073 2127 2130 2134 rBV2 8003 10102 1.96% 0.272%
42 14.225 2149 2155 2162 rVB3 19695 37960 7.35% 1.022%
43 14.371 2174 2179 2182 rBv4 6608 9358 1.81% 0.252%
44 14.408 2182 2185 2189 rVV6 5209 9145 1.77% 0.246%
45 14.445 2189 2191 2193 rVvwv3 7626 8305 1.61% 0.224%
46 14.481 2193 2197 2206 rVB6 13420 28137 5.45% 0.758%
47 14.554 2206 2209 2215 rBV7 3024 6531 1.26% 0.176%
48 14.615 2215 2219 2222 rBV3 13538 20520 3.97% 0.553%
49 14.670 2225 2228 2233 rVB5 7373 11223 2.17% 0.302%
50 14.731 2233 2238 2239 rBV5 5456 7761 1.50% 0.209%
51 14.755 2239 2242 2245 rVB3 7015 7707 1.49% 0.208%
52 14.847 2254 2257 2263 rVB7 4658 6385 1.24% 0.172%
53 14.908 2263 2267 2277 rVBleo 3381 10914 2.11% 0.294%
54 15.188 2307 2313 2325 rBV3 18665 34742 6.73% 0.936%
55 15.487 2356 2362 2367 rBV5 3959 7469 1.45% 0.201%
Sum of corrected areas: 3712977
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039954.D

Acqg On : 25 Jan 2024 15:18

Operator : JC/MD

Sample : P1218-05

Misc : 1.12g/10mL/100ulL/5.0emL/MSVOA_X/MEOH

ALS vial : 13  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: VX039954.D\data.ms
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Abundance TIC: VX039954.D\data.ms
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Abundance TIC: VX039954.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039954.D

Acqg On : 25 Jan 2024 15:18

Operator : JC/MD

Sample : P1218-05

Misc : 1.12g/10mL/100ulL/5.0emL/MSVOA_X/MEOH

ALS vial : 13  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
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Peak Number 2 Undecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.421 5.80 ug/l 56894 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 87
2 Tetradecane 198 C14H30 000629-59-4 80
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 80
4 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 78
5 Tridecane 184 C13H28 000629-50-5 64
Abundance Scan 1859 (12.420 min): VX039954.D\data.ms (-1855) (- m/z 57.05 100.00%
57.0
5000
85.0
—
12.50
113.2  156.3
H‘_‘HmeumwW‘HN_H‘_‘H,H‘WH‘W‘H‘_‘H‘HH,H m/z 43.05 95.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33077: Undecane
57.0
5000 1
12.50
0.0 8.0 m/z 41.16  57.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74006: Tetradecane
57.0
——
12.50
5000 ITI/Z 71.10 45.91%
85.0
29.0
L‘ Lo L 11801410 1690 1980
R o R S A RARRA B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecy! ester A, —
57.0 12.50
m/z 85.05 27.59%
5000
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L] M1 140016801960 241 Ay
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039954.D

Acqg On : 25 Jan 2024 15:18

Operator : JC/MD

Sample : P1218-05

Misc : 1.12g/10mL/100ulL/5.0emL/MSVOA_X/MEOH

ALS vial : 13  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
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Peak Number 3 Cyclohexanone, 4-(1,1-dimet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.896 5.28 ug/l1 51801 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 4-(1,1-dimethylet... 154 C1@H180 000098-53-3 50
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 38
3 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 35
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 35
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 35
Abundance Scan 1937 (12.896 min): VX039954.D\data.ms (-1929) (- m/z 57.10 100.00%
57.1
- MJU
83.0 = R
H ‘ | h 1123 1542 12.50 13.00 ]
\\\\‘\\\\\\\H\“\\\\‘\\\‘\\‘\‘\‘\\\\‘\\\\‘\\\\ m/z 43.05 37.360
miz--> 20 40 60 80 100 120 140 160
Abundance #31152: Cyclohexanone, 4-(1,1-dimethylethyl)-
57.0
98.0
5000 e —
12.50 13.00
39/0 154.0 m/z 41.10 34.47%
15.0 | \‘\7‘#} I 1210
\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22130: Heptane, 3-ethyl-2-methyl-
57.0
— ——
12.50 13.00
5000 m/z 55.10 33.33%
27.0 98.0
H uﬂ 77.0) “ 123.0142.0
‘H““H““““w““_““u“‘w““u‘
miz--> 60 80 100 120 140 160
Abundance #3733: 1-Hexene, 4-methyl- T —
57.0 12.50 13.00
m/z 83.00 22.18%
29.0
B m
m/z--> 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039954.D

Acqg On : 25 Jan 2024 15:18

Operator : JC/MD

Sample : P1218-05

Misc : 1.12g/10mL/100ulL/5.0emL/MSVOA_X/MEOH

ALS vial : 13  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
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Peak Number 4 Dodecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.268 10.74 ug/l 105299 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 86
2 Hexadecane 226 C1l6H34 000544-76-3 72
3 Tetradecane 198 C14H30 000629-59-4 72
4 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 64
5 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 59

Abundance Scan 1998 (13.268 min): VX039954.D\data.ms (-1993) (- m/z 57.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039954.D

Acqg On : 25 Jan 2024 15:18

Operator : JC/MD

Sample : P1218-05

Misc : 1.12g/10mL/100uL/5.0emL/MSVOA_X/MEOH

ALS Vvial : 13  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|
Undecane 12.421 5.8 ug/l 56894 4 12.024 490253 50.0
Cyclohexanone, ... 12.896 5.3 ug/l 51801 4 12.024 490253 50.0
Dodecane 13.268 10.7 wug/l 105299 4 12.024 490253 50.0
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