LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52125\
Data File : VN@86745.D

Acqg On : 21 May 2025 20:42

Operator : JC\MD

Sample : Q2075-06

Misc : 8.36g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 25 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\82N051625W.M

Title : SW846 8260

Signal : TIC: VN@86745.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 8.159 1038 1055 1060 rBV 172209 417076 30.05%  2.040%
2 8.218 1060 1065 1076 rVB 305151 656628 47.31% 3.212%
3 8.571 1116 1125 1134 rBV 176038 400778 28.88% 1.961%
4 9.094 1206 1214 1225 rBV 469040 942627 67.92% 4.611%
5 9.594 1291 1299 1306 rVvB4 13341 27041 1.95% 0.132%
6 10.200 1396 1402 1406 rBV4 8662 16055 1.16% ©0.079%
7 10.341 1420 1426 1435 rVB5 7286 16732 1.21% ©0.082%
8 10.559 1454 1463 1470 rBV 737358 1387938 100.00% 6.789%
9 10.624 1470 1474 1481 rVV 34797 67254 4.85% 0.329%
10 10.741 1488 1494 1503 rVB2 28591 55616 4.01% 0.272%
11 10.906 1517 1522 1527 rVB4 8070 13891 1.00% ©0.068%
12 11.000 1531 1538 1545 rBVS5S 10385 20283 1.46% 0.099%
13 11.165 1561 1566 1572 rVV2 10778 18895 1.36% 0.092%
14 11.265 1579 1583 1591 rVB2 10976 21269 1.53% 0.104%
15 11.418 1600 1609 1612 rVV2 17649 40264 2.90% ©0.197%
16 11.465 1612 1617 1623 rVB2 19733 38914 2.80% 0.190%
17 11.565 1630 1634 1638 rBvV3 15318 25539 1.84% 0.125%
18 11.641 1638 1647 1658 rVW4 59472 149934 10.80% 0.733%
19 11.741 1658 1664 1669 rVB 55383 89515 6.45% 0.438%
20 11.865 1677 1685 1695 rVB 619530 1119072 80.63% 5.474%
21 11.959 1695 1701 1706 rBV 51919 94419 6.80% 0.462%
22 12.065 1710 1719 1730 rVV2 321384 640054 46.12% 3.131%
23 12.147 1730 1733 1739 rVB3 25656 44191 3.18% 0.216%
24 12.282 1751 1756 1763 rVB5 15746 30042 2.16% 0.147%
25 12.394 1763 1775 1783 rBvV2 115613 331075 23.85% 1.620%

26 12.477 1784 1789 1794 rVB2 63580 107372  7.74%
27 12.594 1794 1809 1821 rBV2 59329 310626 22.38%
28 12.694 1821 1826 1830 rVVv4 36296 86552  6.24%
29 12.765 1830 1838 1840 rVV3 84310 205484 14.80%
30 12.788 1840 1842 1846 rVV 80949 114354  8.24%

Ororaoe
»
N
w
R

31 12.847 1846 1852 1862 rVv2 480937 914526 65.89%
32 12.929 1862 1866 1870 rVV5 15011 22754 1.64%
33 13.029 1876 1883 1887 rBV3 57505 106101 7.64%
34 13.094 1887 1894 1898 rBV 184410 331648 23.90%
35 13.153 1898 1904 1912 rVB2 440687 885654 63.81%

AR OO N
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sy
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36 13.218 1912 1915 1921 rVB2 44822 70819 5.10% 0.346%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52125\
Data File : VN@86745.D

Acqg On : 21 May 2025 20:42

Operator : JC\MD

Sample : Q2075-06

Misc : 8.36g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 25 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\82N051625W.M
Title : SW846 8260
37 13.335 1921 1935 1940 rBV3 87597 280574 20.22% 1.373%
38 13.388 1940 1944 1951 rVB2 84664 137695 9.92% 0.674%
39 13.476 1953 1959 1964 rBV 271880 446044 32.14% 2.182%
40 13.571 1971 1975 1979 rBv4 34390 54918 3.96% 0.269%
41 13.606 1979 1981 1986 rVB3 21080 27289 1.97% 0.133%
42 13.671 1986 1992 1996 rBV5 110885 225553 16.25% 1.103%
43 13.712 1996 1999 2002 rVV 65626 85624 6.17% 0.419%
44 13.741 2002 2004 2007 rVV 25472 28795 2.07% 0.141%
45 13.788 2007 2012 2020 rVB2 582978 1080066 77.82% 5.283%
46 13.853 2020 2023 2029 rVB 97875 140339 10.11% ©0.687%
47 13.941 2029 2038 2040 rBV7 49695 117976 8.50% ©.577%
48 13.982 2040 2045 2049 rBvV2 112581 216882 15.63% 1.061%
49 14.100 2060 2065 2072 rBV 532720 884386 63.72% 4.326%
50 14.265 2086 2093 2098 rVW4 71550 162312 11.69% ©.794%
51 14.323 2098 2103 2107 rVB2 91264 143724 10.36% 0.703%
52 14.435 2116 2122 2127 rBV3 112392 216753 15.62% 1.060%
53 14.500 2128 2133 2138 rVWW6 37407 78245 5.64% ©.383%
54 14.576 2141 2146 2149 rVV4 107618 202772 14.61% 0.992%
55 14.623 2149 2154 2157 rVV4 247011 414078 29.83% 2.026%
56 14.659 2157 2160 2163 rVV2 116209 168967 12.17% 0.827%
57 14.688 2163 2165 2168 rVB 69425 70943 5.11% 0.347%
58 14.729 2168 2172 2176 rVB3 132101 167361 12.06% ©0.819%
59 14.788 2176 2182 2187 rVB6 75914 155259 11.19% 0.759%
60 14.841 2187 2191 2194 rBV3 66461 119583 8.62% 0.585%
61 14.953 2201 2210 2218 rBV3 508512 924304 66.60% 4.521%
62 15.047 2218 2226 2233 rBV5 197276 714527 51.48% 3.495%
63 15.212 2249 2254 2259 rVB2 107626 211162 15.21% 1.033%
64 15.265 2260 2263 2266 rBV5 31352 40644 2.93% 0.199%
65 15.312 2266 2271 2277 rBvV4 108768 197461 14.23% 0.966%
66 15.418 2284 2289 2299 rBV6 76185 271617 19.57% 1.329%
67 15.500 2300 2303 2312 rVB6 122958 299492 21.58% 1.465%
68 15.588 2312 2318 2322 rBv4 125297 242711 17.49%  1.187%
69 15.823 2353 2358 2369 rVB 380580 780479 56.23% 3.818%
70 15.941 2369 2378 2384 rBv4 115694 353529 25.47% 1.729%
71 16.165 2411 2416 2426 rVB4 144900 314361 22.65% 1.538%
72 16.494 2461 2472 2476 rBV7 85338 283037 20.39% 1.385%
73 16.606 2488 2491 2497 rVB3 42459 69994 5.04% 0.342%
74 16.706 2502 2508 2514 rVB 97472 202886 14.62%  0.992%
75 16.776 2515 2520 2522 rBV2 51756 89173 6.42% 0.436%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52125\
Data File : VN@86745.D

Acqg On : 21 May 2025 20:42

Operator : JC\MD

Sample : Q2075-06

Misc : 8.36g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 25 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\82N@51625W.M
Title : SW846 8260

Sum of corrected areas: 20442507
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: Q2075-06
: 8.36g/10mL/100uL/5.00mL/MSVOA_N/MEOH
: 25  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@e52125\

: VN@86745.D
: 21 May 2025 20:42

JC\MD

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
700000

600000

500000

400000

300000

200000

100000

0
Time-->

TIC: VNO86745.D\data.ms

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
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700000

600000

500000

400000

300000

200000

100000

0
Time-->

TIC: VN086745.D\data.ms
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Time-->

TIC: VNO86745.D\data.ms
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1357
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11.95
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52125\
Data File : VN@86745.D

Acqg On : 21 May 2025 20:42

Operator : JC\MD

Sample : Q2075-06

Misc : 8.36g/1emL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.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 5-Undecene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.594  13.88 ug/l 310626 Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Undecene, (E)- 154 C11H22 000764-97-6 55
2 4-Undecene, (Z)- 154 C11H22 000821-98-7 55
3 2-Undecene, (E)- 154 C11H22 000693-61-8 49
4 Nonyl heptafluorobutyrate 340 C13H19F702 959297-30-4 49
5 5-Undecene, (Z)- 154 C11H22 000764-96-5 49

Abundance Scan 1809 (12.594 min): VN086745.D\data.ms (-1794) (- | m/z 56.95 100.00%
57.0

=

5000 98.1
154.0 —— :
125.1 12.50
O Frrr el m““wwu“”‘H;Hl‘uuu_u‘z‘q(\s?? m/z 40.95 53.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31415: 5-Undecene, (E)-
55.0
5000 —— ‘
12.50
29.0 83.0 154.0 m/z 55.00 51.20%
M ‘ 111.0
Ok \\H“‘\‘\\H‘\\‘\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31406: 4-Undecene, (2)-
55.0
T \
12.50
5000 ITI/Z 69.10 48.75%
29.0
83.0 154.0
H 111.0 ‘
o e e b e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31404: 2-Undecene, (E)- — ‘
55.0 12.50
m/z 98.10 48.01%
5000 29.0
83.0
154.0
o B N VOV [PV
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52125\
VNO86745.D
: 21 May 2025 20:42
JC\MD
: Q2075-06
: 8.36g/10mL/100uL/5.00mL/MSVOA_N/MEOH
: 25  Sample Multiplier: 1

Quant Title : SW846 8260

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

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.M

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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.094  15.35 ug/l 331648 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Mesitylene 120 C9H12 000108-67-8 87
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
Abundance Scan 1894 (13.094 min): VN086745.D\data.ms (-1887) (- | m/z 105.00 100.00%
105.0
5000 ]\
77.0 1300
39.0 ) :
Ot b e 1402 2070 p; 170,05 31.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 : A/\W A ‘
13.00
m/z 77.00 10.69%
77.0
39.0
O\1\5\.9\‘\\\“‘\\‘\\“‘\‘\\\M‘\\‘}\‘M‘\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
oD N ‘
13.00
5000 m/z 106.00 8.52%
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #10721: Benzene, 1-ethyl-4-methyl- — e
105.0 13.00
m/z 78.95 8.15%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52125\
Data File : VN@86745.D

Acqg On : 21 May 2025 20:42

Operator : JC\MD

Sample : Q2075-06

Misc : 8.36g/1emL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.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 unknownl4.623 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.623 19.17 ug/1 414078  1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo(3.3.1)nonane-2,6-dione 152 C9H1202 016473-11-3 49
2 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 43
3 (Z)-Hex-3-enyl (E)-2-methylbut-2... 182 C11H1802 067883-79-8 27
4 (Z)-(Z)-Hex-3-en-1-yl 2-methylbu... 182 C11H1802 084060-80-0 27
5 3-Octyne, 2-methyl- 124 C9H16 055402-15-8 25
Abundance Scan 2154 (14.623 min): VN086745.D\data.ms (-2149) (- | m/z 83.00 100.00%
83.0
55.1 152.1
5000
109.1 T 7 T
‘ H‘ ‘ 12‘7.1 JL 170.2 14.50 15.00
bl ‘u‘u“ ik “ bl TS L m/z 82.05 97.81%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30206: Bicyclo(3.3.1)nonane-2,6-dione
152.0
5000 e ——
55.0 124.0 14.50 15.00
82.0 ' m/z 81.00 88.65%
O\H‘\\Hw”\\\”{‘\”H“H‘ 10 ‘\o\“\‘\\\‘“\‘\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #29331: Cyclohexanone, 5-methyl-2-(1-methylethylidene
81.0 152.0
—— ——
109.0 14.50 15.00
5000 41.0 m/z 55.10 76.90%
m/z--> 20 40 60 80 100 120 140 160
Abundance #56632: (Z2)-Hex-3-enyl (E)-2-methylbut-2-enoate —— ——
83.0 14.50 15.00
55.0
m/z 152.05 73.50%
5000
29.0 101.0
N O T T o LNV
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52125\
Data File : VN@86745.D

Acqg On : 21 May 2025 20:42

Operator : JC\MD

Sample : Q2075-06

Misc : 8.36g/1emL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.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 Dodecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.953  42.79 ug/l 924304  1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 Tetradecane 198 C14H30 000629-59-4 74
3 Hexadecane 226 C1l6H34 000544-76-3 64
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 59
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 59
Abundance Scan 2210 (14.953 min): VN086745.D\data.ms (-2201) (- m/z 57.00 100.00%
57.0
5000
—
H ‘ | 11"9 A 0170 2 15.00
Obrrrprrr bbb b o 2G0T m/z 43.00  70.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
5000 R
85.0 15.00
m/z 71.10 59.90%
290 170.0
O \\\‘\‘\‘\\“‘\\\H“\\“\\“l\\\“‘]\-%}‘2\‘0\‘\]\-\4‘]_\9\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
—
15.00
5000 m/z 85.05 37.04%
85.0
29.0
0 ‘\‘ “\ MH\ H\ Il \\‘ 1130 141.0 169.0 1980
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane T
57.0 15.00
m/z 41.00 35.76%
5000
85.0
29.0
o \‘ | || 1130 1410 1690 226.0
H‘_H‘_‘HM‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘HM‘H ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52125\
Data File : VN@86745.D

Acqg On : 21 May 2025 20:42

Operator : JC\MD

Sample : Q2075-06

Misc : 8.36g/1emL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.047 33.08 ug/l 714527 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 87
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87
Abundance Scan 2226 (15.047 min): VN086745.D\data.ms (-2218) (- | m/z 117.05 100.00%
117.1
5000
91.0 T T
55.0 15.00
1l 730, ‘ ‘ ‘ 152.1 o
Ot el bl o A m/z 132.05 38.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 R /\‘
91.0 15.00
)10 510 ‘ m/z 115.00  28.87%
Ot |\‘\.\ \“i‘\ \“U\““H\?\s"p‘ T M T N{‘\ T |\‘U\‘\ [T T T T T
miz--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
T \
15.00
5000 m/z 131.05 20.13%
39.0 65.0 91.0
) B N MOV ‘M, A0
m/iz--> 20 40 60 80 100 120 140 160 M /\A
Abundance #16106: 3-Phenylbut-1-ene ANV ‘
117.0 15.00
m/z 91.00 17.61%
5000
91.0
390 650 ‘ ‘
0 H\‘\‘\\\“\\“1‘\“1‘”1““”‘1\“‘1‘” ‘m“h‘uu‘uu —
m/z--> 20 40 60 80 100 120 140 160 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52125\
Data File : VN@86745.D

Acqg On : 21 May 2025 20:42

Operator : JC\MD

Sample : Q2075-06

Misc : 8.36g/1emL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.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 Hentriacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.500 13.86 ug/l 299492 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 58
2 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 50
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 50
4 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 50
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 50
Abundance Scan 2303 (15.500 min): VN086745.D\data.ms (-2300) (- | m/z 57.00 100.00%
57.0
5000
153.1
—
15.50
OQIﬁlZO&O‘ m/z 43.00 77.37%
miz--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000 1
15.50
m/z 71.10 53.24%
13.0
O I uhh “h \‘h J\‘ h‘ | %6‘\99 il 2\2\5‘0‘ L ‘30‘90 3650 437'
\\\‘\\\\‘f\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\1\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #188718: Sulfurous acid, butyl undecyl ester
57.0
—
15.50
5000 m/z 41.00 45 .79%
155.0
0 ‘1207-0,
m/z--> 50 100 150 200 250 300 350 400
Abundance #45507: Decane, 3,8-dimethyl- ——
57.0 15.50
m/z 85.10 42.33%
5000
“ 113.0
R . — —
m/z--> 50 100 150 200 250 300 350 400 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52125\
Data File : VN@86745.D

Acqg On : 21 May 2025 20:42

Operator : JC\MD

Sample : Q2075-06

Misc : 8.36g/1emL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.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 2
R.T. EstConc Area Relative to ISTD R.T.
15.823  36.13 ug/l 780479 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tetradecane 198 C14H30 000629-59-4 86
3 Dodecane 170 C12H26 000112-40-3 86
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
5 Nonadecane 268 C19H40 000629-92-5 80
Abundance Scan 2358 (15.823 min): VN086745.D\data.ms (-2353) (- | m/z 57.10 100.00%
57.1
5000 85.1 W
1550  16.00
119.1 184.2 : .
0 ‘H_MWHW“WN 16211820080 T 16 69.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
5000 85.0 T ]
15.50 16.00
29.0 m/z 71.10 66.14%
\‘ \‘ H \‘ I \1120 141.0 184.0
O\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
— —
15.50 16.00
5000 m/z 85.10 43.09%
85.0
29.0
oL 130 a0 semo 1980
"w"H“‘H“H“‘H“H“‘H“_“‘_“w“‘w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane . ——
57.0 15.50 16.00
m/z 41.00 33.10%
5000
85.0
20 170.0
ootk L1290 1810 700 Y T Y
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52125\
Data File : VN@86745.D

Acqg On : 21 May 2025 20:42

Operator : JC\MD

Sample : Q2075-06

Misc : 8.36g/1emL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.941 16.37 ug/1 353529 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 70
3 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 64
4 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 64
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 64
Abundance Scan 2378 (15.941 min): VN086745.D\data.ms (-2369) (- | m/z 131.05 100.00%
131.1
5000
57.0
g3.0 1051 el
' 1621 04 16.00
0! bl b m/z 57.00 32.73%
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 1

16.00
m/z 146.05  29.05%

39.0 63. 91.0

O\\\\‘\‘\\\“\\‘\‘\‘w\‘\\"\\\\‘\\\h“\M\‘}“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 \ /\
L

16.00
5000 m/z 71.05 28.54%
1.0
39.0 ‘
o‘Hw“‘H‘_“‘“HMH,‘H“H‘U‘AM‘“:“ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl- —
131.0 16.00
m/z 105.10 21.62%
) \M\JVMV
9.0 1
630
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52125\
Data File : VN@86745.D

Acqg On : 21 May 2025 20:42

Operator : JC\MD

Sample : Q2075-06

Misc : 8.36g/1emL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.165 14.55 ug/1 314361 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 87
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 87
3 Benzene, (1-ethyl-2-propenyl)- 146 C1l1H14 019947-22-9 80
4 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 74
5 Benzene, 2-ethenyl-1,3,5- trlmethyl 146 C11H14 000769-25-5 49
Abundance Scan 2416 (16.165 min): VN086745.D\data.ms (-2411) (- | m/z 118.00 100.00%
118.0
146.1
5000
91.0 ‘ ‘ ‘ ‘
57.0 ‘ ‘ 16.00 16.50
Y S N T | sl ‘“‘lw “w“\ 2802 2080 13105 75.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 A/\K T UL
105.0 16.00 16.50
m/z 146.05 66.22%
39.0 77.0
O' \‘H\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0 /\
L
16.00 16.50
5000 m/z 117.00 43,28%
105.0
39.0 77.0 H
o! o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25002: Benzene, (1-ethyl-2-propenyl)- —T T
118.0 16.00 16.50
m/z 105.05  38.12%
5000 91.0
51.0 146.0
27.0 ‘
o S /S ) N — —
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52125\
Data File : VN@86745.D

Acqg On : 21 May 2025 20:42

Operator : JC\MD

Sample : Q2075-06

Misc : 8.36g/1emL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.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, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.494 13.10 ug/l 283037 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 91
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 83
4 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 64
5 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 62
Abundance Scan 2472 (16.494 min): VN086745.D\data.ms (-2461) (- | m/z 131.00 100.00%
131.0
82.0 105.1 T
55.0 160.1 14, 16.20 16.40 16.60
] il S m/z 118.05  58.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 LN L L L N L L
16.20 16.40 16.60
m/z 146.05 53.98%
0! \‘“!\"\M\H‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
16.20 16.40 16.60
5000 ITI/Z 145.05 37.00%
39.0 91.0
150 63.0
0! _u‘m“m ,““1‘,u“m_m_uw
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- R R e
146.0 16.20 16.40 16.60
m/z 117.00  32.76%
5000 118.0
o 210 s20 900
B L R e e e e R EmEma e
m/z--> 20 40 60 80 100 120 140 160 180 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52125\
Data File : VN@86745.D

Acqg On : 21 May 2025 20:42

Operator : JC\MD

Sample : Q2075-06

Misc : 8.36g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51625W.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|
5-Undecene, (E)- 12.594 13.9 ug/l 310626 3 11.865 1119070 50.0
Benzene, 1l-ethy... 13.094 15.4 ug/l 331648 4 13.788 1080070 50.0
unknownl14.623 14.623 19.2 wug/l 414078 4 13.788 1080070 50.0
Dodecane 14.953 42.8 ug/l 924304 4 13.788 1080070 50.0
Benzene, 2-ethe... 15.047 33.1 wug/l 714527 4 13.788 1080070 50.0
Hentriacontane 15.500 13.9 ug/l 299492 4 13.788 1080070 50.0
Tridecane 15.823 36.1 ug/l 780479 4 13.788 1080070 50.0
1H-Indene, 2,3-... 15.941 16.4 ug/l 353529 4 13.788 1080070 50.0
Naphthalene, 1,... 16.165 14.6 ug/l 314361 4 13.788 1080070 50.0
Naphthalene, 1,... 16.494 13.1 ug/l 283037 4 13.788 1080070 50.0
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