LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71725\
Data File : VN@87342.D

Acqg On : 17 Jul 2025 13:36

Operator : JC\MD

Sample : Q2620-01

Misc : 1.00g/10.0mL/100uL/5.0mL/MSVOA_N/MEOH GAS-BUR-25-0010

ALS vial : 7 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_N\methods\82N071625W.M

Title : SW846 8260

Signal : TIC: VN@87342.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.306 55 60 68 rBv 22387 37534  2.11% 0.231%
2 2.889 148 159 160 rBV4 17253 38215 2.15% 0.235%
3 4.436 414 422 431 rBV2 9444 30055 1.69% 0.185%
4 6.265 721 733 744 rBV3 22523 71919 4.04%  0.442%
5 8.147 1045 1053 1056 rBV4 8987 18317 1.03% 0.113%
6 8.200 1056 1062 1073 rVB6 12227 31709 1.78% 0.195%
7 8.424 1091 1100 1107 rBv4 12872 29057 1.63% 0.178%
8 8.559 1115 1123 1131 rBV3 10294 21370 1.20% 0.131%
9 8.941 1182 1188 1197 rVB4 11775 23768 1.34% 0.146%
10 9.082 1203 1212 1219 rBvV3 15359 32356 1.82% 0.199%
11 10.547 1452 1461 1465 rBV3 24278 42874  2.41% 0.263%
12 10.612 1465 1472 1481 rVB 200946 376971 21.19% 2.316%
13 10.723 1486 1491 1498 rVB4 10699 20144 1.13% 0.124%
14 11.617 1636 1643 1649 rBv4 20238 46540 2.62% 0.286%
15 11.723 1656 1661 1667 rVB2 22306 34200 1.92% 0.210%
16 12.053 1707 1717 1727 rVV3 117208 281061 15.80% 1.726%
17 12.135 1727 1731 1736 rVB3 20103 34701 1.95% 0.213%
18 12.276 1748 1755 1759 rVB5 9091 18061 1.02% 0.111%
19 12.353 1761 1768 1780 rBV5 43241 162834 9.15% 1.000%
20 12.459 1781 1786 1792 rVB2 50951 86234 4.85% 0.530%
21 12.576 1792 1806 1818 rBV9 48380 241601 13.58% 1.484%
22 12.676 1818 1823 1824 rVV4 22180 33985 1.91% 0.209%
23 12.753 1828 1836 1838 rVV2 74849 187323 10.53% 1.151%
24 12.776 1838 1840 1845 rVB2 79467 93220 5.24% ©.573%

0.

25 12.859 1845 1854 1860 rBv2 73689 146836  8.25%

26 12.912 1860 1863 1868 rVB5 16730 24957 1
27 13.006 1874 1879 1884 rVB4 38013 74090 4
28 13.076 1884 1891 1895 rBV2 81700 158273 8.89%
29 13.141 1895 1902 1909 rVV2 562752 1030005 57.
30 13.206 1909 1913 1918 rVB3 64812 108779 6

[N e IR RN
\e]
~N
N
R

31 13.294 1918 1928 1930 rBV4 57380 129103 7.26%
32 13.335 1931 1935 1937 rVW4 31928 51462 2.89%
33 13.370 1937 1941 1948 rVB 149764 240677 13.53%

CORr OO
I
N
e
xR

34 13.464 1952 1957 1961 rVV 105957 152711  8.58% 938%
35 13.500 1961 1963 1968 rVB4 44426 53764  3.02% 330%
36 13.553 1968 1972 1976 rBV3 50035 77420 4.35% 0.476%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71725\
Data File : VN@87342.D

Acqg On : 17 Jul 2025 13:36

Operator : JC\MD

Sample : Q2620-01

Misc : 1.00g/10.0mL/100uL/5.0mL/MSVOA_N/MEOH GAS-BUR-25-0010

ALS vial : 7 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_N\methods\82N071625W.M
Title : SW846 8260
37 13.594 1976 1979 1982 rVB3 31846 41961 2.36% ©0.258%
38 13.659 1983 1990 1993 rBV5 156811 331162 18.61% 2.034%
39 13.694 1993 1996 1999 rvVv 114724 144526 8.12% 0.888%
40 13.729 1999 2002 2004 rVvV 54744 56295 3.16% 0.346%
41 13.764 2004 2008 2011 rVB2 126181 163009 9.16% 1.001%
42 13.800 2011 2014 2016 rBvV3 37670 43670 2.45% 0.268%
43 13.835 2016 2020 2026 rVB2 161070 262239 14.74% 1.611%
44 13.923 2026 2035 2037 rBV6 76656 191908 10.79% 1.179%
45 13.959 2037 2041 2045 rBV2 103479 164723 9.26% 1.012%
46 14.082 2057 2062 2068 rBV 1131702 1779356 100.00% 10.930%
47 14.194 2078 2081 2084 rBV3 41241 47263 2.66% ©0.290%
48 14.247 2084 2090 2095 rVV5 105971 209026 11.75% 1.284%
49 14.306 2096 2100 2104 rVB3 94067 136531 7.67% 0.839%
50 14.417 2113 2119 2124 rBv4 153094 300668 16.90% 1.847%
51 14.476 2125 2129 2135 rBV8 64917 125905 7.08% 0.773%
52 14.558 2138 2143 2146 rBV5 177077 337365 18.96% 2.072%
53 14.606 2146 2151 2154 rVV3 376568 613689 34.49%  3.770%
54 14.641 2154 2157 2160 rVB2 130821 159226 8.95% 0.978%
55 14.711 2165 2169 2173 rBV2 198665 265225 14.91% 1.629%
56 14.823 2184 2188 2191 rBV4 93772 164124 9.22% 1.008%
57 14.935 2198 2207 2215 rBV2 943781 1595605 89.67% 9.801%
58 15.023 2215 2222 2225 rBV5 239282 577479 32.45%  3.547%
59 15.194 2246 2251 2256 rVB2 140588 291193 16.37% 1.789%
60 15.294 2264 2268 2273 rVB7 105988 172114 9.67% 1.057%
61 15.405 2280 2287 2296 rBV9 112524 402697 22.63% 2.474%
62 15.482 2296 2300 2309 rVB7 146478 367985 20.68% 2.260%
63 15.570 2309 2315 2324 rBV2 215940 441102 24.79% 2.710%
64 15.723 2337 2341 2344 rBV6 64232 101150 5.68% 0.621%
65 15.805 2350 2355 2365 rVB 612299 1157848 65.07% 7.112%
66 15.917 2366 2374 2382 rBV7 125645 386104 21.70% 2.372%
67 16.141 2407 2412 2418 rVB2 169520 339009 19.05%  2.082%
68 16.452 2457 2465 2467 rBv4 124974 299951 16.86% 1.843%
69 16.582 2483 2487 2495 rVB 73600 135199 7.60% 0.830%
70 16.682 2497 2504 2510 rVV2 106489 232107 13.04% 1.426%

Sum of corrected areas: 16279540
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71725\
Data File : VN@87342.D

Acqg On : 17 Jul 2025 13:36

Operator : JC\MD

Sample : Q2620-01

Misc : 1.00g/10.0mL/100uL/5.0mL/MSVOA_N/MEOH GAS-BUR-25-0010

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.M
Quant Title : SW846 8260

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

Abundance TIC: VN087342.D\data.ms
1200000

1000000
800000
600000
400000
200000

2.306 2889 4.436 6.265

0 LML AL L L L L L L L L L L L L B

Time--> 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 6.40 6.60 6.80
Abundance TIC: VN087342.D\data.ms
1200000

1000000

800000

600000

400000

200000 10.612

884200 8.428.559 8.949.082 10.540.723 11.617723
T T T w’ﬁ’\w T T w’ﬁ 7 T T

0b—— —— — A — Al
11.00 11.50

— —T —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VN087342.D\data.ms

1200000 14.p82

14.935
1000000

800000

15.805

600000

400000

200000

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_N\Data\VN@71725\
Data File : VN@87342.D

Acqg On : 17 Jul 2025 13:36

Operator : JC\MD

Sample : Q2620-01

Misc : 1.00g/10.0mL/100uL/5.0mL/MSVOA_N/MEOH GAS-BUR-25-0010

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 Octane, 2,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.459 126.07 ug/1 86234  Chlorobenzene-d5 11.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 64
4 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 50
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 50
Abundance Scan 1786 (12.459 min): VN087342.D\data.ms (-1781) (- | m/z 57.05 100.00%
57.0
113.1 —
85.0 ‘ 12.50
142.1 207.2
0“‘_“‘1‘WH‘mupw‘u_‘lw“uiuu“u“_“WQuu m/z 43.00 58.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22104: Octane, 2,6-dimethyl-
57.0
5000 1
12.50
113.0 m/z 71.10 57.01%
O \\\‘2\7‘\‘.(\)\“‘\\\‘M‘\\h}\8‘?.\(\)\‘\\1\‘\\}ﬁz\.g\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22095: Octane, 3,6-dimethyl-
57.0
el
12.50
5000 m/z 41.00 54.03%
29.0
113.0
0 ek 2420
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22077: Nonane, 3-methyl- —
57.0 12.50
m/z 56.00 42.40%
5000
29.0 112.0
S Y-SR i
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71725\
Data File : VN@87342.D

Acqg On : 17 Jul 2025 13:36

Operator : JC\MD

Sample : Q2620-01

Misc : 1.00g/10.0mL/100uL/5.0mL/MSVOA_N/MEOH GAS-BUR-25-0010

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 3-Trifluoroacetoxytetradecane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.576 353.22 ug/1 241601 Chlorobenzene-d5 11.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Trifluoroacetoxytetradecane 310 C16H29F302 1010245-47-5 72
2 Cycloheptanone, 2-methyl- 126 C8H140 000932-56-9 60
3 Acetic acid, trifluoro-, nonyl e... 240 C11H19F302 030767-14-7 59
4 1-Tetradecene 196 C14H28 001120-36-1 58
5 Decyl trifluoroacetate 254 C12H21F302 000333-88-0 58

Abundance Scan 1806 (12.576 min): VN087342.D\data.ms (-1792) (- | m/z 57.10 100.00%
57.1
w T W\/L
\\A’\ T T ‘ T ‘
124.8 206.9 12.50
0! R R m/z 41.18  72.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #211543: 3-Trifluoroacetoxytetradecane
41.0
69.0
5000 —— :
12.50
91.0 m/z 69.00 57.80%
| |50 16g0 1960
0- H‘\“H‘\‘\‘\‘H\‘i\u\|\M.\‘HH“HH|H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13032: Cycloheptanone, 2-methyl-
55.0
‘ ——
98.0 12.50
5000 m/z 43.05 57.21%
126.0
27.0 ‘
0 HWHH \H‘“m\‘w“‘\\‘u‘m\Wm,\m‘\m‘\m,u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #122877: Acetic acid, trifluoro-, nonyl ester kN‘ —— !
55.0 12.50
m/z 55.05 53.14%
97.0
5000
29.0
ol “‘\ I 1‘2?'0‘ ‘17‘1'?194.‘0 222
et e e 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_N\Data\VN@71725\
Data File : VN@87342.D

Acqg On : 17 Jul 2025 13:36

Operator : JC\MD

Sample : Q2620-01

Misc : 1.00g/10.0mL/100uL/5.0mL/MSVOA_N/MEOH GAS-BUR-25-0010

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 Nonane, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.753 273.86 ug/1l 187323  Chlorobenzene-d5 11.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 91
2 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 64
3 Heptane, 2,3,4-trimethyl- 142 C1leH22 052896-95-4 56
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 53
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 50
Abundance Scan 1836 (12.753 min): VN087342.D\data.ms (-1828) (- | m/z 57.05 100.00%
57.0
5000
98.0 12.50 13.00
125.0 : :
0 m_m“‘: ‘ :‘m - mh‘ e 200 m/z 43.10 62.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22076: Nonane, 4-methyl-
57.0
5000
12.50 13.00
9.0 98.0 m/z 71.00  48.69%
L ‘\ \ h 142.0
O \\\‘\\\\‘}\\‘\“\\H\‘{\\\‘\\\H\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59060: Undecane, 4,5-dimethyl-
5_.0 M
e
12.50 13.00
5000 m/z 70.00 40.07%
29.0 112.0
N LV
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22118: Heptane, 2,3,4-trimethyl- R e
57.0 12.50 13.00
m/z 41.00 29.81%
5000
0\\\‘\H\\“‘1\\1“\M\‘\\\\H‘\H\‘\m‘mwm‘mwm e Py
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00

82N071625W.M Fri Jul 18 15:09:01 2025 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71725\
Data File : VN@87342.D

Acqg On : 17 Jul 2025 13:36

Operator : JC\MD

Sample : Q2620-01

Misc : 1.00g/10.0mL/100uL/5.0mL/MSVOA_N/MEOH GAS-BUR-25-0010

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 unknownl2.776 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.776 136.29 ug/l 93220 Chlorobenzene-d5 11.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2-methyl- 100 C7H16 000591-76-4 32
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 16
3 Glutamine, N-methyl- 161 C6H11NO4 1000130-17-1 16
4 Oxalic acid, allyl isohexyl ester 214 C11H1804 1000309-23-3 14
5 Azetidine, 1-methyl- 71 C4HON 004923-79-9 12
Abundance Scan 1840 (12.776 min): VN087342.D\data.ms (-1838) (- | m/z 43.00 100.00%
43.0
98.0
5000 69.0
127.2
‘ 206.9 12.50 13.00
0Ll il L Al mjz 57.05  72.48%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4469: Hexane, 2-methyl-
43.0
5000 o hen S
85.0 12.50 13.00
m/z 98.05 60.73%
15\'0 H ‘ | \H | |
O \‘\\\\‘\\\\i\\\\‘\\1\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4480: Pentane, 2,4-dimethyl-
43.0
FANTWAT ARSI
12.50 13.00
5000 m/z 85.05 49,19%
85.0
0 150 H ‘ I 1l |
T e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #37192: Glutamine, N-methyl- e JMX”fA‘ ‘
98.0 12.50 13.00
42.0 m/z 42.00 47.08%
5000
70.0
obl Ll am0 de0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71725\
Data File : VN@87342.D

Acqg On : 17 Jul 2025 13:36

Operator : JC\MD

Sample : Q2620-01

Misc : 1.00g/10.0mL/100uL/5.0mL/MSVOA_N/MEOH GAS-BUR-25-0010

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 unknownl4.605 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.605 188.24 ug/l 613689 1,4-Dichlorobenzene-d4 13.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanemethanol 114 C7H140 000100-49-2 43
2 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 43
3 Cyclohexane, (1-methylbutyl)- 154 C11H22 061208-94-4 38
4 Pulegone 152 C1eH160 000089-82-7 38
5 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 35

Abundance Scan 2151 (14.606 min): VN087342.D\data.ms (-2146) (- | m/z 83.00 100.00%

55.0 8\: .0
152.1
5000

v
05.1126.1 14,50 15.00

‘u“\”\w‘l“m\“wl”\“‘wHu‘uuz‘qq\g\ m/z 82.10 87.05%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8475: Cyclohexanemethanol
58.0
83.0

5000 T
14.50 15.00
m/z 55.00 85.40%

o

29.0
0 T \W\ \‘i”\ \‘\‘M“\“!‘\ \“MH“‘ \1\1\4\’.‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29499: Decalin, syn-1-methyl-, cis-
41.0 81.0
— —
152.0 14.50 15.00
5000 ITI/Z 81.00 73.33%
109.0
0 Lo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31456: Cyclohexane, (1-methylbutyl)- T —T
55.0 82.0 14.50 15.00

m/z 41.00 65.04%

5000
111.0
29.0 ‘ 154.0
L 1 1820

O \\“‘\H\“H}\‘H\\‘\H‘\‘\H\‘\H\‘\H\ ——
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_N\Data\VN@71725\

Data File : VN@87342.D

Acqg On : 17 Jul 2025 13:36

Operator JC\MD

Sample : Q2620-01 :
Misc : 1.00g/10.0mL/100uL/5.0mL/MSVOA_N/MEOH GAS-BUR-25-0010

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@71625W.M
: 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 1

R.T. EstConc Area Relative to ISTD R.T.
14.935 489.42 ug/l 1595610 1,4-Dichlorobenzene-d4 13.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 87
2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 80
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 78
4 Tetradecane 198 C14H30 000629-59-4 78
5 Tridecane 184 C13H28 000629-50-5 72

Abundance Scan 2207 (14.935 min): VN087342.D\data.ms (-2198) (- | m/z 57.00 100.00%
57.0
=5
119.0  170.2 ‘ :
0l ““‘h‘“w‘!w“w b 3260 /7 43,00 84.89%
miz--> 50 100 150 200 250 300
Abundance #45481: Dodecane
57.0
5000 T
15.00
m/z 71.05 56.86%
99.0 170.0
OL\4\OL‘\ ‘!‘ \“‘\“‘ \“\‘\ T ‘\ L e
miz--> 50 100 150 200 250 300
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
T
15.00
5000 m/z 41.00 47 .37%
‘ %7.0
oLl by e aao
m/iz--> 50 100 150 200 250 300
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester e
57.0 15.00
m/z 85.10 35.26%
5000
7.0
- L 1400 1960 2690 A
m/z--> 50 100 150 200 250 300 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71725\
Data File : VN@87342.D

Acqg On : 17 Jul 2025 13:36

Operator : JC\MD

Sample : Q2620-01

Misc : 1.00g/10.0mL/100uL/5.0mL/MSVOA_N/MEOH GAS-BUR-25-0010

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 2,4-Dimethylstyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.023 177.13 ug/1 577479 1,4-Dichlorobenzene-d4 13.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 90
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
3 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 86
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 64
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 64

Abundance Scan 2222 (15.023 min): VN087342.D\data.ms (-2215) (- | m/z 117.00 100.00%

117.0
5000 55.0
91. T 1
15.00
168.2
o‘H‘H‘W;uW“‘l‘u“u‘w“‘w‘eM‘wh 101 LT 2089 4y 97.10  44.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16113: 2,4-Dimethylstyrene
117.0
5000 \

—
15.00
m/z 55.00 42.95%

O' ‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
T \
15.00
5000 ITI/Z 132.05 36.05%
91.0
51.0
NI O S ) I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)- e X\‘
117.0 15.00
m/z 115.05 30.12%
5000
91.0
270 51.0
o‘H"h"u“m“wp‘l‘mw“\‘Jmp‘s“‘!“ul“h_Wwwww A
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71725\
Data File : VN@87342.D

Acqg On : 17 Jul 2025 13:36

Operator : JC\MD

Sample : Q2620-01

Misc : 1.00g/10.0mL/100uL/5.0mL/MSVOA_N/MEOH GAS-BUR-25-0010

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 unknownl5.406 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.406 123.52 ug/l 402697 1,4-Dichlorobenzene-d4 13.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 46
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 46
3 Benzene, (2-chloro-2-butenyl)- 166 CleH11Cl 054411-12-0 46
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 41
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 41
Abundance Scan 2287 (15.405 min): VN087342.D\data.ms (-2280) (- | m/z 131.00 100.00%
131.0
166 1 N
09. H 207.0 15.50
(o} m“u“u“u“_\“ m/z 133.05 66.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 T
15.50
m/z 85.10 38.88%
‘39“0‘\6”\ ol 910 h\ \M \‘\
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\ \‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25011: Benzene, (3rnethy|2 butenyl)-
131.
—
91.0 15.50
5000 m/z 43.05 36.67%
41.0 65.0
0! N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41054: Benzene, (2-chloro-2-butenyl)- —
131.0 15.50
m/z 81.05 27.35%
5000 91.0 W’\JW\/\/\/\M
. 51.0 ‘ 166.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71725\
Data File : VN@87342.D

Acqg On : 17 Jul 2025 13:36

Operator : JC\MD

Sample : Q2620-01

Misc : 1.00g/10.0mL/100uL/5.0mL/MSVOA_N/MEOH GAS-BUR-25-0010

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 9 Tridecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.806 355.15 ug/1 1157850 1,4-Dichlorobenzene-d4 13.776
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 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 86
4 Dodecane 170 C12H26 000112-40-3 80
5 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 78
Abundance Scan 2355 (15.805 min): VN087342.D\data.ms (-2350) (- | m/z 57.00 100.00%
57.0
5000
s J\AUL
— —
15.50 16.00
19.1 184.2
o‘H,Huw‘w_ﬂmJmﬂ&wquuw??ﬁ%‘wuu‘uu_‘u_%§95 m/z 43.00 83.48%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #59026: Tridecane
57.0
5000 — et
290 85.0 15.50 16.00
m/z 71.10 59.12%
\H’HH‘H\ ‘HH‘\\H‘\H\‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #74006: Tetradecane
57.0
— —
15.50 16.00
5000 m/z 41.00 44 .74%
85.0
29.0
0 ‘\‘ “\ u‘\ \H\ Il \‘119 0‘141 0169 0 198 0
e e e e e e e
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #178950: Carbonic acid, tetradecyl vinyl ester — —
57.0 15.50 16.00
m/z 85.10 36.45%
5000 85.0
0 230\\ \‘\ H‘\ \h ‘H F01400168019\60 2410
——— P —
m/z--> 20 40 60 80 100120140160 180200220 240 260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71725\
Data File : VN@87342.D

Acqg On : 17 Jul 2025 13:36

Operator : JC\MD

Sample : Q2620-01

Misc : 1.00g/10.0mL/100uL/5.0mL/MSVOA_N/MEOH GAS-BUR-25-0010

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 Benzene, 1-methyl-4-(1-meth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.917 118.43 ug/1 386104 1,4-Dichlorobenzene-d4 13.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 90
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
3 Benzene, 1-methyl-3-(1-methyl-2-... 146 Cl1l1H14 052161-57-6 81
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 81
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 81
Abundance Scan 2374 (15.917 min): VN087342.D\data.ms (-2366) (- | m/z 131.00 100.00%
131.0
5000
57.1
105.0 e
83 ‘1621 207.0 16.00 .
0° bl b ey m/z 146.05  32.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131.0
5000 \ 1
910 16.00
L m/z 57.10  30.71%
39.0 ‘ ‘
0\\\\‘\‘\\\“\\‘\‘\‘m\\\‘\\\\’\\W\H‘W‘M\‘\M\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
—
16.00
5000 m/z 41.00 27.27%
27.0 510 9]_0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25058: Benzene, 1-methyl-3-(1-methyl-2-propenyl)- e
131.0 16.00
m/z 43.05 22.33%
5000
91.0
=0 bl
Ol W e e e fate
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71725\
Data File : VN@87342.D

Acqg On : 17 Jul 2025 13:36

Operator : JC\MD

Sample : Q2620-01

Misc : 1.00g/10.0mL/100uL/5.0mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.M
Quant Title : SW846 8260

Standard--- |
Resp Conc|

34200
34200
34200
34200
163009
163009
163009
163009
163009

50.
50.
50.
50.
50.
50.
50.
50.
50.

GAS-BUR-25-0010

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
| --Internal
TIC Top Hit name RT EstConc Units Response |# RT
Octane, 2,6-dim... 12.459 126.1 wug/l 86234 3 11.847
3-Trifluoroacet... 12.576 353.2 wug/l 241601 3 11.847
Nonane, 4-methyl- 12.753  273.9 wug/l 187323 3 11.847
unknownl12.776 12.776 136.3 ug/l 93220 3 11.847
unknownl14.605 14.605 188.2 wug/l 613689 4 13.776
Dodecane 14.935 489.4 ug/l 1595610 4 13.776
2,4-Dimethylsty... 15.023 177.1 ug/1 577479 4 13.776
unknown15.406 15.406  123.5 wug/l 402697 4 13.776
Tridecane 15.806  355.1 wug/l 1157850 4 13.776
Benzene, 1-meth... 15.917 118.4 wug/l 386104 4 13.776
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