LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092424\
Data File : VX043115.D

Acqg On : 24 Sep 2024 11:58

Operator : JC/MD

Sample : P4103-16ME

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 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\82X092324W.M

Title : SW846 8260

Signal : TIC: VXe43115.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.385 694 705 716 rBV 60341 178841 24.70% 0.951%
2 5.544 716 731 754 rVB2 86956 304170 42.00% 1.618%
3 5.952 788 798 813 rBV2 68026 186467 25.75%  0.992%
4 6.232 834 844 856 rVB 44324 132120 18.24% 0.703%
5 6.757 921 930 952 rBV 154401 380530 52.55% 2.024%
6 7.555 1055 1061 1073 rVB3 16393 39873 5.51% 0.212%
7 7.976 1121 1130 1138 rBV 34560 70024 9.67% 0.373%
8 8.098 1143 1150 1157 rBV 32969 64060 8.85% 0.341%
9 8.269 1172 1178 1182 rVV 28982 48839 6.74% 0.260%
10 8.433 1200 1205 1216 rVB 33351 63784 8.81% 0.339%
11 8.610 1226 1234 1235 rBV2 44835 63687 8.79% 0.339%
12 8.647 1235 1240 1251 rVV 338652 540001 74.57% 2.873%
13 8.909 1277 1283 1289 rBV 25686 38454 5.31% 0.205%
14  9.494 1373 1379 1386 rBV 33928 64515 8.91% 0.343%
15 9.903 1442 1446 1457 rVB 110563 153368 21.18% 0.816%

16 10.006 1457 1463 1466 rBV 83675 112488 15.53%
17 10.055 1466 1471 1476 rVV 338809 481222 66.45%
18 10.360 1517 1521 1533 rVB3 62214 108923 15.04%

OO NO
(%]
N
o]
R

19 10.585 1553 1558 1562 rBV 40109 51379 7.10% 273%
20 10.671 1566 1572 1577 rBV 33331 51065 7.05% 272%
21 10.780 1582 1590 1594 rBV 57303 85650 11.83% 0.456%
22 11.030 1623 1631 1634 rBV 47526 77275 10.67% 0.411%
23 11.079 1634 1639 1643 rBV 357035 534267 73.78% 2.842%
24 11.110 1643 1644 1650 rVB2 116943 130272 17.99% ©.693%
25 11.189 1653 1657 1660 rBV 83024 86246 11.91% 0.459%
26 11.305 1673 1676 1684 rVB2 34647 52067 7.19% 0.277%
27 11.378 1684 1688 1694 rBV 48251 96024 13.26% 0.511%
28 11.475 1701 1704 1712 rVB2 138927 187693 25.92% ©.999%
29 11.628 1722 1729 1733 rBV3 43757 85389 11.79% 0.454%
30 11.683 1733 1738 1740 rBV 43621 54132 7.48% 0.288%

31 11.713 1740 1743 1746 rBV 115254 119978 16.57%

32 11.750 1746 1749 1759 rVB2 266925 402085 55.52% 139%
33 11.835 1759 1763 1766 rBV 62311 85565 11.82%
34 11.890 1766 1772 1776 rVB3 57964 88505 12.22% 471%

OO ON®
IS
vl
Ul
3R

35 11.939 1776 1780 1783 rBV2 74824 108355 14.96%
36 12.024 1788 1794 1799 rBV2 422581 670220 92.55%  3.566%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092424\
Data File : VX043115.D

Acqg On : 24 Sep 2024 11:58

Operator : JC/MD

Sample : P4103-16ME

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 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\82X092324W.M
Title : SW846 8260
37 12.073 1799 1802 1804 rBV 100737 128752 17.78%  0.685%
38 12.097 1804 1806 1811 rVB 103812 118186 16.32% 0.629%
39 12.170 1816 1818 1825 rVB 129002 156720 21.64% 0.834%
40 12.244 1825 1830 1832 rBV2 134184 191036 26.38% 1.016%
41 12.317 1837 1842 1848 rVB3 215949 404786 55.90%  2.153%
42 12.420 1848 1859 1863 rBV 282280 443072 61.18% 2.357%
43 12.463 1863 1866 1872 rVB4 120158 197177 27.23% 1.049%
44 12.530 1873 1877 1879 rBV 121269 172438 23.81% 0.917%
45 12.555 1879 1881 1883 rVV 64445 63440 8.76% ©.337%
46 12.579 1883 1885 1888 rVV2 66986 84863 11.72% 0.451%
47 12.609 1888 1890 1893 rVB 200534 197557 27.28% 1.051%
48 12.683 1899 1902 1906 rBV3 111859 167074 23.07% ©.889%
49 12.817 1916 1924 1927 rBV6 108847 184499 25.48% 0.982%
50 12.914 1930 1940 1943 rBV5 250112 724155 100.00% 3.852%
51 12.945 1943 1945 1946 rVV 126753 130207 17.98% 0.693%
52 12.969 1946 1949 1954 rVvv4 181339 306542 42.33% 1.631%
53 13.042 1957 1961 1964 rVB3 182961 219521 30.31% 1.168%
54 13.164 1974 1981 1985 rvB2 115071 181513 25.07% 0.966%
55 13.213 1985 1989 1992 rBV2 83033 106098 14.65% 0.564%
56 13.268 1992 1998 2000 rBV 390708 581744 80.33%  3.095%
57 13.292 2000 2002 2008 rVB4 369323 460677 63.62% 2.451%
58 13.347 2008 2011 2012 rBV2 54457 58560 8.09% 0.312%
59 13.384 2012 2017 2020 rBV2 307969 388838 53.70% 2.069%
60 13.414 2020 2022 2027 rVV5 72747 91597 12.65% 0.487%
61 13.506 2032 2037 2040 rBV5 80104 162390 22.42% 0.864%
62 13.548 2040 2044 2046 rBV2 51023 64116 8.85% 0.341%
63 13.579 2046 2049 2060 rBV7 121189 245601 33.92% 1.307%
64 13.676 2060 2065 2067 rBV3 159090 261786 36.15%  1.393%
65 13.701 2067 2069 2071 rVV2 116816 121050 16.72% 0.644%
66 13.737 2071 2075 2078 rVV2 203417 247827 34.22% 1.318%
67 13.768 2078 2080 2083 rVV2 131689 148343 20.48% 0.789%
68 13.798 2083 2085 2088 rVB3 105420 101927 14.08%  0.542%
69 13.841 2088 2092 2098 rVvB2 395159 590833 81.59% 3.143%
70 13.902 2098 2102 2105 rBV3 94216 159002 21.96% 0.846%
71 13.993 2110 2117 2118 rBV4 55314 111605 15.41% 0.594%
72 14.036 2121 2124 2127 rVV 353475 381070 52.62% 2.027%
73 14.073 2127 2130 2133 rVV3 142830 201197 27.78% 1.070%
74 14.134 2137 2140 2143 rVWW3 99734 145294 20.06% 0.773%
75 14.164 2143 2145 2147 rVWW3 71379 98713 13.63% ©0.525%

76 14.213 2151 2153 2160 rVB4 140012 212166 29.30% 1.129%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092424\
Data File : VX043115.D

Acqg On : 24 Sep 2024 11:58

Operator : JC/MD

Sample : P4103-16ME

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 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\82X092324W.M
Title : SW846 8260
77 14.316 2165 2170 2176 rBV3 61210 167816 23.17% ©.893%
78 14.371 2176 2179 2181 rVB 53928 54625 7.54% 0.291%
79 14.414 2182 2186 2188 rBV2 88216 137740 19.02% 0.733%
80 14.469 2192 2195 2198 rBv2 118227 169065 23.35% 0.899%
81 14.560 2207 2210 2215 rVBS 84660 142093 19.62% ©.756%
82 14.609 2215 2218 2220 rBV 290783 341719 47.19% 1.818%
83 14.633 2220 2222 2226 rVB 233305 256386 35.40% 1.364%
84 14.725 2233 2237 2238 rBV2 48939 65474 9.04%  ©.348%
85 14.755 2238 2242 2244 rVWW 241181 319008 44.05% 1.697%
86 14.780 2244 2246 2252 rVV2 265196 377216 52.09% 2.007%
87 14.841 2253 2256 2260 rVB4 79832 115003 15.88% 0.612%
88 15.097 2295 2298 2302 rBV4 33673 51990 7.18% ©.277%
89 15.176 2308 2311 2313 rBV2 61869 80828 11.16% 0.430%
90 15.213 2313 2317 2320 rVV 183962 244308 33.74%  1.300%
91 15.274 2324 2327 2331 rVB2 75717 100563 13.89% ©.535%
92 15.371 2339 2343 2347 rBV 74112 112810 15.58% 0.600%
93 15.414 2347 2350 2355 rvv4 74972 109004 15.05% 0.580%
94 15.481 2356 2361 2368 rVB2 176796 325639 44.97% 1.732%
95 15.609 2378 2382 2386 rBV 127941 212105 29.29% 1.128%
96 15.645 2386 2388 2397 rVB 106418 173690 23.99% 0.924%
97 15.743 2401 2404 2410 rVB3 43916 64420 8.90%  ©.343%
98 16.084 2456 2460 2466 rBV7 25198 50022 6.91% 0.266%
99 16.353 2500 2504 2512 rVB4 24609 65509 9.05% 0.349%
100 16.596 2540 2544 2549 rVB 27803 50532 6.98% 0.269%
Sum of corrected areas: 18797070
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092424\
Data File : VX043115.D

Acqg On : 24 Sep 2024 11:58

Operator : JC/MD

Sample : P4103-16ME

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X092324W.M
Quant Title : SW846 8260

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

Abundance TIC: VX043115.D\data.ms
500000

400000

300000

200000

100000 5.544

5.952
5.385 6.232

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: VX043115.D\data.ms
500000

400000 11.079
8.647 10.055

300000

200000

6.757 11.47¢

9.903 11'1??89

o 0006 10.360 0.780 13
: 780711,
7.98098.266.438 010 g 909 9.494 Loggh? e
LR2° N SAM N N
0 AN

I = =T ‘ =T e P
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX043115.D\data.ms

500000 183885834 13.8414.036
12.024

400000

12_4252.609 12.914
3000001 11.750 17

12.31

200000

100000

6.084 15 35316.506

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 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\VX092424\
Data File : VX043115.D

Acqg On : 24 Sep 2024 11:58

Operator : JC/MD

Sample : P4103-16ME

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X092324W.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 Undecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.420  33.05 ug/l 443072  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 81
2 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 64
3 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 59
4 Decane 142 C1eH22 000124-18-5 59
5 Tetradecane 198 C14H30 000629-59-4 53
Abundance Scan 1859 (12.420 min): VX043115.D\data.ms (-1848) (f  m/z 57.10 100.00%
57.1
5000
97.1
——
L) 22sa 182 -
bttt el o e M/z 43.05  87.74%
m/z--> 20 40 60 80 100120 140160180 200 220 240
Abundance #33080: Undecane
57.0
5000 T
85.0 12.50
20.0 m/z 41.10 63.56%
‘ H ‘ 113.0 156.0
O \H‘\‘\HHHM ‘\\‘\\‘!\HH‘\\”\‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #61055: 1-Octanol, 2-butyl-
57.0
—
12.50
5000 m/z 71.10 50.83%
29.0 85.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #279618: Carbonic acid, isobutyl octadecyl ester P
57.0 12.50
m/z 55.10 44.70%
5000
97.0
2 L
o‘H_“:‘H‘H:"H‘WH“U“u!”_“}uﬁ‘m““1‘5??‘9”1‘8‘?"9“‘%2““‘9‘2“5%‘( L
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092424\
Data File : VX043115.D

Acqg On : 24 Sep 2024 11:58

Operator : JC/MD

Sample : P4103-16ME

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X092324W.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 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.914 54.02 ug/l 724155 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1l0H14 076089-59-3 92
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 92
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 90
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 87
Abundance Scan 1940 (12.914 min): VX043115.D\data.ms (-1930) (- m/z 119.10 100.00%
119.1
43.1
5000 71.1
1.1
‘ H ‘ ‘ 149.2 13.00
ol Ml il il b J‘N s L1792 s 4318 54.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
5000 T
13.00
91.0 m/z 57.10 52.62%
41.0
O \\\’\‘\ T \“‘\ \‘w\ “1‘.\ T \““ T i‘\ ‘m\ \M‘l T \1\ \7‘.(\)\ T ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
——
13.00
5000 m/z 134.05 48.81%
39.0 o0
: 65.0
0 ‘1‘5"?“‘ ‘ ““‘ ebirper i ‘L R ‘M — e
m/z--> 20 40 60 80 100 120 140 160
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0 13.00
m/z 71.10 43.27%
5000
91.0
41.0 65.0 ‘
O L2 ey e e e e e —
m/z--> 20 40 60 80 100 120 140 160 13.00

82X092324W.M Wed Sep 25 17:44:23 2024

Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092424\
Data File : VX043115.D

Acqg On : 24 Sep 2024 11:58

Operator : JC/MD

Sample : P4103-16ME

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X092324W.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 Dodecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.268 43.40 ug/l 581744  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Undecane 156 C11H24 001120-21-4 80
3 Hexadecane 226 C1l6H34 000544-76-3 72
4 Decane 142 C10H22 000124-18-5 72
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 1998 (13.268 min): VX043115.D\data.ms (-1992) (- m/z 57.10 100.00%
57.1

5000
85.1

——
119.1 170.2 13.00 13.50
Lo T 140170 .
O et e e b e S e e e e m/z 43.10 81.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
5000 — ——
85.0 13.00 13.50

m/z 71.10 60.24%

29.0
[0 L) 1120 1410 1700
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33080: Undecane
57.0

T
13.00 13.50

o

5000 m/z 41.10 53.00%
85.0
29.0
‘ H ‘ 113.0 156.0
0 H“w"H‘Nu‘ﬁm‘$H‘WHU‘_u‘W“N,‘H“H“““W“H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane T —
57.0 13.00 13.50

m/z 85.10  34.86%

5000 85.0
29.0
113.0
0 h‘ “\ 1l HH\ H H‘ i \141'0 169.0 197.0 22\60

T 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092424\
Data File : VX043115.D

Acqg On : 24 Sep 2024 11:58

Operator : JC/MD

Sample : P4103-16ME

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X092324W.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 Indan, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.292  34.37 ug/l 460677 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 70
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 64
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 64
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 62
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 58
Abundance Scan 2002 (13.292 min): VX043115.D\data.ms (-2000) (- m/z 117.10 100.00%
11y.1
5000 97.1
55.1
77 151.2 13.00 13.50
] S J“‘R o M‘“uwH“H_‘J:‘L‘SP:J‘H m/z 97.10  38.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16104: Indan, 1-methyl-
117.0
5000 e —
13.00 13.50
m/z 132.05 36.05%
91.0
300 650 LU |
O\\\‘\‘\\\“\\“\‘\“u‘\\\“\\‘\\‘\\\‘\\H\‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
13.00 13.50
5000 m/z 115.10 26.35%
91.0
270 210 L“
Ol ettt e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- —— ——
117.0 13.00 13.50
m/z 55.10 26.04%
5000
390 g5 910 ‘
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\VX092424\
Data File : VX043115.D

Acqg On : 24 Sep 2024 11:58

Operator : JC/MD

Sample : P4103-16ME

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X092324W.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 Dodecane, 6-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.384 29.01 ug/l 388838 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 6-methyl- 184 C13H28 006044-71-9 91
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 87
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 64
Abundance Scan 2017 (13.384 min): VX043115.D\data.ms (-2012) (- m/z 57.10 100.00%
57.1
w0 M
— —
| 98\'1 19.1 141.2 184z o0 1380
ol 380 L el | 191141216221842 0043 10 43.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59041: Dodecane, 6-methyl-
57.0
5000 — ——
13.00 13.50
m/z 71.10 40.17%
29.0 98.0
| \ | 7.0 "1 |, 1400 184.0
O\\‘\\f\[!\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
— —
13.00 13.50
5000 m/z 41.10 29.73%
200 98.0
obrr gl b 789 U7, 1410 1690
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl- — —
57.0 13.00 13.50
m/z 56.10 15.56%
5000
29.0 85.0
ow_u‘w“H‘!"u“‘_‘m‘,‘l‘lﬂ?"?”w‘1‘55“9”‘1"34‘9 e ¥
m/z--> 20 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\VX092424\
Data File : VX043115.D

Acqg On : 24 Sep 2024 11:58

Operator : JC/MD

Sample : P4103-16ME

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X092324W.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 Octane, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.841 44.08 ug/l 590833 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 87
3 Tridecane, 7-methyl- 198 C14H30 026730-14-3 81
4 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 80
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 78
Abundance Scan 2092 (13.841 min): VX043115.D\data.ms (-2088) (- m/z 57.10 100.00%
57.1
113.2 — i
‘ 85‘ 1 ‘ 155.2177.2198 3 13.50 14.00
owwh‘m_“‘wlmm‘_1‘3‘““2‘”””_”” m/z 71.10  84.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 — e
13.50 14.00
290‘ o5 o 113.0 m/z 43.10 68.17%
O \\\‘\‘\‘\\‘\\\ ‘\\H}\‘\‘\\\‘\\!“\‘\\\1\‘2\\0\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22108: Octane, 3,6-dimethyl-
57.0
— —
13.50 14.00
5000 m/z 41.10 41.02%
113.
29.0 3.0
| B0 a0
) S| D N i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74015: Tridecane, 7-methyl- “ —
57.0 13.50 14.00
m/z 56.10 24.32%
5000
112.0
0 M i 133.0155.0 183.0
“‘_““H“‘“H““w“‘“H““H““‘w““_‘ — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092424\
Data File : VX043115.D

Acqg On : 24 Sep 2024 11:58

Operator : JC/MD

Sample : P4103-16ME

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X092324W.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 7
R.T. EstConc Area Relative to ISTD R.T.
14.036  28.43 ug/l 381070 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Hexadecane 226 C16H34 000544-76-3 87
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
Abundance Scan 2124 (14.036 min): VX043115.D\data.ms (-2121) (|  m/z 57.10 100.00%
57.1
200 NAJVWJkXFA~AANwNﬁ$A
T \
l “ | 9911331 1843 14.00
ol e m/z 43.10 84.91%
miz-> 50 100 150 200 250
Abundance #59028: Tridecane
57.0
5000 —— :
14.00
m/z 71.10 60.02%
90
184.
O \2\6\\ \‘ ‘H‘\ ‘\“ \“‘\ ! \H T ]\-4\1-‘0\ T 8\‘ \O‘ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance #107217: Hexadecane
57.0
T \
14.00
5000 m/z 41.10 51.26%
99.0
S0l | | %0 1m0 om0 WM
miz--> 50 100 150 200 250
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester P ‘
57.0 14.00
m/z 85.10 39.21%
5000
970
0. 260, H‘ e L. S
m/z--> 50 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092424\
Data File : VX043115.D

Acqg On : 24 Sep 2024 11:58

Operator : JC/MD

Sample : P4103-16ME

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X092324W.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 8 Dodecane, 2,6,11-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.609  25.49 ug/l 341719 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 89
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 87
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
Abundance Scan 2218 (14.609 min): VX043115.D\data.ms (-2215) (- | m/z 57.10 100.00%
57.1
5000
85.1
— —
| 127.1 150.2 14.50 15.00
0o bl WAL 2972 m/z 71.1@ 86.56%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #90205: Dodecane, 2,6,11-trimethyl-
43.0 710
5000 —— ~
14.50 15.00
m/z 43.10 60.81%
H‘HH‘\H ‘HH‘\H\‘\\H‘HH‘H\\‘\\H’HH‘HH‘HH’HH‘HH
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
— —
14.50 15.00
5000 85.0 m/z 41.10 47 .55%
29.0 ‘ 127.0
ool d s [ assotese
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158622: Pentadecane, 2,6,10,14-tetramethyl- — ——
57.0 14.50 15.00
m/z 85.10 35.01%
5000
85.0
113.0
183.0
o ﬁ?“?‘\‘ sl L B cor N1 2T e
m/z--> 20 40 60 80 100120140160 180200220240260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092424\
Data File : VX043115.D

Acqg On : 24 Sep 2024 11:58

Operator : JC/MD

Sample : P4103-16ME

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X092324W.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 10 Naphthalene, 1,5-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.481  24.29 ug/l 325639 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95

Abundance Scan 2361 (15.481 min): VX043115.D\data.ms (-2356) (- m/z 156.10 100.00%
6.

156.1
5000
85.1 .
115.0 15.50
(o} m/z 141.05 70.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0
5000 T
15.50
m/z 57.10 40.83%
115.0
0 \\\‘2\7\.\0\“1\5%\.9“} \‘7\7”“0\\ T \‘\’\‘1‘\ \“"\ \‘H“‘ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
—
15.50
5000 ITI/Z 155.10 35.01%
115.0
76.0
270 %10 ey
Ot et gl Rl
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl- ==
156.0 15.50
m/z 43.10 32.94%
5000
270 115.0
220 20
0 H“m‘ﬁ‘ﬁuphuwww‘wuua,ﬂﬂ‘w‘ [T ——
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092424\
Data File : VX043115.D

Acqg On : 24 Sep 2024 11:58

Operator : JC/MD

Sample : P4103-16ME

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X092324W.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 12.420 33.0 ug/l 443072 4 12.024 670220 50.0
1,3-Cyclopentad... 12.914 54.0 ug/l 724155 4 12.024 670220 50.0
Dodecane 13.268 43.4 ug/l 581744 4 12.024 670220 50.0
Indan, 1-methyl- 13.292 34.4 ug/l 460677 4 12.024 670220 50.0
Dodecane, 6-met... 13.384 29.0 ug/l 388838 4 12.024 670220 50.0
Octane, 2,6-dim... 13.841 44.1 ug/l 590833 4 12.024 670220 50.0
Tridecane 14.036 28.4 wug/l 381070 4 12.024 670220 50.0
Dodecane, 2,6,1... 14.609  25.5 ug/l 341719 4 12.024 670220 50.0
Naphthalene, 1,... 15.481 24.3 ug/l 325639 4 12.024 670220 50.0
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