LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50625\
Data File : VN@86520.D

Acqg On : 06 May 2025 17:23

Operator : JC\MD

Sample : Q1914-08

Misc : 7.54g/5mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 18 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©41525W.M

Title : SW846 8260

Signal : TIC: VN@86520.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 1047 1055 1059 rBV 129294 304207 3.01% 0.227%
2 8.218 1059 1065 1078 rVvB2 291355 760433 7.53% 0.567%
3 8.577 1118 1126 1138 rBV2 163586 430821 4.27% 0.321%
4 8.959 1186 1191 1199 rVB 79211 159370 1.58% 0.119%
5 9.094 1207 1214 1223 rVB 405930 833529 8.26% 0.621%
6 9.594 1287 1299 1313 rVB 282907 724809 7.18% 0.540%
7 10.200 1397 1402 1406 rBV 140123 269970 2.67% 0.201%
8 10.335 1421 1425 1431 rVB3 113905 196848 1.95% 0.147%
9 10.565 1457 1464 1469 rBV 831899 1592763 15.78% 1.187%
10 10.624 1469 1474 1481 rVB 556497 1056886 10.47% 0.788%
11 10.741 1488 1494 1501 rVB 441507 819817 8.12% 0.611%
12 10.906 1518 1522 1529 rVB 120333 199657 1.98% 0.149%
13 11.000 1533 1538 1544 rBV2 151160 300294  2.98% 0.224%
14 11.076 1549 1551 1557 rVB2 67140 119742 1.19% 0.089%
15 11.165 1562 1566 1573 rVB 126332 226487 2.24% 0.169%
16 11.265 1580 1583 1591 rVB 117202 234200 2.32% 0.175%
17 11.341 1592 1596 1599 rBV2 92924 136585 1.35% 0.102%
18 11.418 1605 1609 1613 rVV 258648 433044 4.29% ©.323%
19 11.465 1613 1617 1623 rVB2 215577 400968 3.97% 0.299%
20 11.571 1630 1635 1638 rBV2 184214 327853  3.25%  0.244%

21 11.641 1639 1647 1659 rVV2 695148 2144700 21.25%
22 11.741 1659 1664 1670 rVB 595733 1011761 10.02%
23 11.865 1679 1685 1695 rVB 517703 969078  9.60%
24 11.959 1695 1701 1766 rBV 1084185 1871790 18.54%
25 12.065 1710 1719 1730 rVV2 4847475 10093529 100.00%

NRFR,POO R
N
N
N
R

26 12.147 1730 1733 1739 rVB2 328279 583978 5.79%
27 12.282 1752 1756 1763 rVB3 127756 241607 2.39%
28 12.394 1764 1775 1781 rBV 2280169 5602850 55.51%

ORr PO
=
N
U1
R

29 12.476 1786 1789 1796 rVB2 819864 1547102 15.33% 153%
30 12.600 1803 1810 1811 rBV3 322674 673210 6.67% 502%
31 12.694 1822 1826 1830 rBV 318845 573162 5.68% ©.427%
32 12.765 1835 1838 1841 rVV 270032 349157 3.46% 0.260%
33 12.847 1847 1852 1854 rBV 465912 679151 6.73% 0.506%
34 12.876 1854 1857 1861 rVV 508817 735874  7.29% ©.548%
35 12.935 1864 1867 1871 rVB2 191896 271204  2.69% ©.202%

36 13.029 1877 1883 1888 rBV 987543 1785493 17.69%  1.331%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50625\
Data File : VN@86520.D

Acqg On : 06 May 2025 17:23

Operator : JC\MD

Sample : Q1914-08

Misc : 7.54g/5mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 18 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©41525W.M
Title : SW846 8260
37 13.094 1888 1894 1898 rVV 3365361 5976105 59.21% 4.454%
38 13.159 1898 1905 1912 rVV3 3506454 8507837 84.29% 6.340%
39 13.223 1912 1916 1921 rVB4 342914 566412 5.61% 0.422%
40 13.329 1926 1934 1941 rBV 1372736 2931297 29.04% 2.184%
41 13.388 1941 1944 1952 rVB2 500114 921324 9.13% 0.687%
42 13.476 1953 1959 1970 rVB 4861739 8102280 80.27% 6.038%
43 13.576 1971 1976 1978 rBV3 314747 564038 5.59% 0.420%
44 13.612 1979 1982 1986 rBV2 300888 423782 4.20% 0.316%
45 13.670 1987 1992 1997 rBV3 1035306 2008354 19.90% 1.497%
46 13.782 2007 2011 2013 rBV2 721988 1012188 10.03% 0.754%
47 13.817 2013 2017 2021 rVV 1449663 2246124 22.25% 1.674%
48 13.853 2021 2023 2030 rVB5 368361 434057 4.30% ©0.323%
49 13.947 2035 2039 2040 rBV3 397040 479446 4.75% 0.357%
50 13.982 2040 2045 2049 rBV2 1954635 4044814 40.07% 3.014%
51 14.100 2061 2065 2075 rBV3 2637566 5388386 53.38% 4.016%
52 14.176 2076 2078 2082 rVB 428664 533698 5.29% 0.398%
53 14.241 2085 2089 2091 rBV 700916 978822 9.70% 0.729%
54 14.323 2099 2103 2108 rVB 1382718 2084947 20.66% 1.554%
55 14.441 2117 2123 2128 rVB3 1501982 2597385 25.73% 1.936%
56 14.570 2141 2145 2149 rBv4 625924 946645 9.38% 0.705%
57 14.623 2149 2154 2157 rBV 1198746 1863920 18.47% 1.389%
58 14.688 2162 2165 2169 rVB 971474 1236898 12.25% 0.922%
59 14.729 2169 2172 2176 rVB2 916459 1128348 11.18% 0.841%
60 14.782 2176 2181 2187 rVB3 554177 1303801 12.92% 0.972%
61 14.841 2187 2191 2193 rBV2 561013 890698 8.82% 0.664%
62 14.870 2194 2196 2200 rVB2 725494 916039 9.08% 0.683%
63 14.929 2200 2206 2207 rBV2 1362496 2102059 20.83% 1.567%
64 14.953 2208 2210 2217 rVB2 1818439 2726630 27.01% 2.032%
65 15.047 2218 2226 2232 rBV4 2330412 6320792 62.62% 4.710%
66 15.206 2248 2253 2260 rVB 1482452 2767307 27.42% 2.062%
67 15.270 2260 2264 2266 rBV5 358108 553748 5.49% 0.413%
68 15.311 2267 2271 2277 rVV3 994318 1839326 18.22% 1.371%
69 15.435 2285 2292 2299 rVB3 1122526 2677333 26.53% 1.995%
70 15.594 2314 2319 2321 rBV5 471435 825733 8.18% 0.615%
71 15.694 2331 2336 2340 rBV 678616 1237835 12.26% 0.922%
72 15.741 2340 2344 2348 rVV2 524052 854235 8.46% 0.637%
73 15.823 2356 2358 2369 rVB3 1091033 2315954 22.94% 1.726%
74 15.941 2370 2378 2385 rBV3 896441 2351733 23.30% 1.753%
75 16.158 2410 2415 2426 rVB 1733675 3566722 35.34% 2.658%

76 16.335 2439 2445 2451 rVB3 407204 1024419 10.15% 0.763%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50625\
Data File : VN@86520.D

Acqg On : 06 May 2025 17:23

Operator : JC\MD

Sample : Q1914-08

Misc : 7.54g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 18 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©41525W.M
Title : SW846 8260

77 16.494 2465 2472 2478 rBV 909434 2160381 21.40% 1.610%
78 16.705 2501 2508 2514 rBV 1240870 2649104 26.25% 1.974%
79 16.776 2514 2520 2522 rBV4 821754 1463712 14.50% 1.091%

Sum of corrected areas: 134186597
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 06 May 2025 17:23

: Q1914-08
: 7.54g/5mL/100uL/5.00mL/MSVOA_N/MEOH
. 18

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50625\
VN086520.D

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@41525W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN086520.D\data.ms
5000000
4000000
3000000
2000000
1000000
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
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: VN086520.D\data.ms
5000000
4000000
3000000
2000000
1000000 1%565 11.64% 41
§ed8 i 9.594 10200335 ||, %474110 agraemed 18D
0 o7 s sl % 1 RABIHR
— —— —— e ———— [
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN086520.D\data.ms
12.065 13.476
5000000
4000000
14.100
13.982 15.047
3000000 |
14.953
13817 14.328M4.623 14 dog| 15.206 16.158
13.6 15311
2000000 424 1}, 9 -435 16.705
3.782 E 14.510V )\ 14.870 823 16.494 7
3610/ [L3.947 4176 lilxwl 15» 5.941 '
i 111318553 5.270 | | 15.594 16.335
1000000 576 \
0 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_N\Data\VN@50625\
Data File : VN@86520.D

Acqg On : 06 May 2025 17:23

Operator : JC\MD

Sample : Q1914-08

Misc 1 7.54g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.094 295.21 ug/1 5976110 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 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1894 (13.094 min): VN086520.D\data.ms (-1888) (- | m/z 105.05 100.00%
105.1
T I
390 77.0 13.00
Ol oot bl o 1401 17001922 156 19 31.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 —k ‘
13.00
m/z 77.00 11.58%
77.0
39.0
%I-\!:_)\.‘O\‘\\\“‘\\‘\\“\‘\\\m‘\\‘}\‘H‘\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
T \
13.00
5000 m/z 91.00 10.50%
39.0 77.0
‘H"‘HV‘WMWU‘HM‘ﬂm,N‘mw“u,‘u“‘u“‘u“‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10721: Benzene, 1-ethyl-4-methyl- =
105.0 13.00
m/z 106.05 8.74%
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@50625\
Data File : VN@86520.D

Acqg On : 06 May 2025 17:23

Operator : JC\MD

Sample : Q1914-08

Misc 1 7.54g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.329 144.80 ug/l 2931300 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 CO9H12 000108-67-8 90
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
Abundance Scan 1934 (13.329 min): VN086520.D\data.ms (-1926) (- | m/z 105.05 100.00%
105.1
5000 ? ? ?
390 77.0 1310 1741 13.00 13.50
Obereperrntrprttll b M W2L0 1741 2041 0 150.10  30.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 L B - p
13.00 13.50
m/z 91.00 11.86%
39.0 77.0
\\\‘\‘H\“‘\\“V\”“\‘H\M‘\\‘M“1‘\\‘\“‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
— ==
13.00 13.50
5000 m/z 77.00 11.68%
79.0
w M
L L L | I
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10691: Mesitylene e =
105.0 13.00 13.50
m/z 106.10 9.48%
5000
390 770
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50625\
Data File : VN@86520.D

Acqg On : 06 May 2025 17:23

Operator : JC\MD

Sample : Q1914-08

Misc 1 7.54g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 unknown13.982 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.982 199.81 ug/l 4044810 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 46
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 46
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 41
4 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 41
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 41
Abundance Scan 2045 (13.982 min): VN086520.D\data.ms (-2040) (- | m/z 105.10 100.00%
105.1
5000 ? ?
134.1
39.0 77"0 I ) 14.00
bbb bl by L L ST 1941 2242 /7 117,05 69.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10193: Benzene, 1-propenyl-
117.0
5000 T
14.00
910 m/z 118.05  38.33%
51.0
27.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10191: Benzene, 2-propenyl-
117.0
——
14.00
5000 ITI/Z 115.00 27.21%
91.0
51.0
27.0
R RaEa s M EaEEE LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10206: Benzene, 1-ethenyl-2-methyl- —
117.0 14.00
m/z 134.05 19.69%
5000
91.0
39.0 65,0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50625\
Data File : VN@86520.D

Acqg On : 06 May 2025 17:23

Operator : JC\MD

Sample : Q1914-08

Misc 1 7.54g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 1-Phenyl-1-butene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.441 128.31 ug/1 2597390 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 60
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 60
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 55
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 52
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 49
Abundance Scan 2123 (14.441 min): VN086520.D\data.ms (-2117) (- | m/z 117.10 100.00%
117.1
- jk¥Aﬂjwﬂ/J\AAJVVMFﬁ
91.0 Py
39.0 65.0 14‘8-1 L661 14.50
0! rbho b e o e m/z 119,10 57.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene
11v.0
5000 U
14.50
91.0 m/z 115.00  32.89%
27.0 51.0 ‘ ‘
‘\‘\\\“\\“\\‘m\\\h‘\\\\‘HU‘\\U‘\”\‘\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0
——
14.50
5000 m/z 105.00 25.33%
91.0
2,
‘2‘99‘_mwmuw“u‘HMm_m,w_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl- T
117.0 14.50
m/z 132.05 24.07%
5000
mo w0 |
L h‘ \ min
R L B A A ma e —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50625\
Data File : VN@86520.D

Acqg On : 06 May 2025 17:23

Operator : JC\MD

Sample : Q1914-08

Misc 1 7.54g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.953 134.69 ug/l 2726630 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 92
2 Tridecane 184 C13H28 000629-50-5 53
3 Nonadecane 268 C19H40 000629-92-5 49
4 Hexadecane 226 Cl6H34 000544-76-3 49
5 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 47
Abundance Scan 2210 (14.953 min): VN086520.D\data.ms (-2208) (- | m/z 57.10 100.00%
57.1
119.1
5000 85.1
15.00
170.2 :
m‘w‘;m‘lm“:ww‘m”_mn}mMWJW?9‘7;9”“_”‘_m m/z 119.10  69.79%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45478: Dodecane
57.0
5000 T
85.0 15.00
m/z 43.00 69.47%
29.0
L) | 113014101700
\H‘HH‘HH‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane
57.0
——
15.00
5000 m/z 71.10 63.60%
85.0
29.0
| “\‘ | ), 11801410 184.0
e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane T
57.0 15.00
m/z 85.10 39.25%
85.0
5000
29.0
\‘ \“ ‘\‘\ HH\ \H\ h‘llu\30\14‘1016901970 268(
R S ALASAREAMEaaarsa s S ——
m/z--> 20 40 60 80 100120140160180200220240260 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50625\
Data File : VN@86520.D

Acqg On : 06 May 2025 17:23

Operator : JC\MD

Sample : Q1914-08

Misc 1 7.54g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.047 312.23 ug/1 6320790 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 93
2 1-Phenyl-1-butene 132 C1eH12 000824-90-8 93
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 90
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
Abundance Scan 2226 (15.047 min): VN086520.D\data.ms (-2218) (- | m/z 117.05 100.00%
117.1
- AJVVWAA\J\\J\ﬂNJ\L
91.0 M igod
39.0 65.0 :
148.1
0 HwHH\uuWUm‘h,‘u“ m‘m ‘w!“‘”‘_“““‘1‘8‘2“1“‘299‘1 m/z 132.05  36.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
11v.0
5000 e ‘
15.00
m/z 115.00  26.94%
390 g50 910 ‘ ‘
\\\‘\‘\\\“\\“”\“‘U\\\"\\\\‘\\\!‘\‘“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene
117.0
T \
15.00
5000 m/z 131.05 18.24%
91.0
510 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- P ‘
117.0 15.00
m/z 91.00 17.59%
5000
91.0
51.0
270 ‘ ‘
H‘_"W‘JWWWHWW“WW‘HMHW“H‘W“H“H“H“ —
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@50625\
Data File : VN@86520.D

Acqg On : 06 May 2025 17:23

Operator : JC\MD

Sample : Q1914-08

Misc 1 7.54g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.206 136.70 ug/l 2767310  1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 97
2 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 58
3 Benzenepropanoic acid, methyl ester 164 C10H1202 000103-25-3 43
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-92-1 40
5 Acetic acid, 2-phenylethyl ester 164 C10H1202 000103-45-7 38

Abundance Scan 2253 (15.206 min): VN086520.D\data.ms (-2248) (- | m/z 104.00 100.00%

104.0
5000 132.1
51.0 /8.0 15.00 15.50
0 _"m_‘M‘ﬂhuﬂ_u:‘JM‘M_WM‘_‘uﬁ§Q%“H?9ﬁ4‘ m/z 132.05  48.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0 A AR
15.00 15.50
m/z 91.00 43.05%
78.0
27.0 51.0 ‘ H ‘
‘\‘\H“\\“1‘\“H‘H”i“\H\“H\\M\‘1‘\‘\‘HH’HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16681: 2H-Inden-2-one, 1,3-dihydro-
104.0
A e
15.00 15.50
5000 132.0 m/z 115.00  15.83%
s1.0 /80
|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39381: Benzenepropanoic acid, methyl ester e —
104.0 15.00 15.50

m/z 117.00  14.26%

5000
164.0
s1.0 70 133.0
27'0 ‘ \‘ ‘H | ‘\ ‘

T
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50625\
Data File : VN@86520.D

Acqg On : 06 May 2025 17:23

Operator : JC\MD

Sample : Q1914-08

Misc 1 7.54g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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-1,1-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.435 132.26 ug/1 2677330  1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 70
2 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 70
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 70
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 70
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 70

Abundance Scan 2292 (15.435 min): VN086520.D\data.ms (-2285) (- | m/z 131.05 100.00%

1311
5000
91.0 S
15.50
300 64.9 ‘ ‘1621
o‘_“qumm‘WH$WH‘uﬂhwumwh‘w“ﬂuw}gﬁ?_?4ﬁ?‘ m/z 133.05  40.80%
mjz—-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
5000 —T
15.50
91.0 m/z 146.05  23.31%
27.0 510 |l

I S T OO A
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25059: Benzene, 1-methyl-2-(1-methyl-2-propenyl)-
0

131.
—F4
15.50
5000 91.0 m/z 91.00 19.76%
39.0 65.0 “
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- P
131.0 15.50
m/z 115.00 14.56%
5000
91.0
90 650
S it N W D A =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50

82N©41525W.M Mon May 12 ©2:50:28 2025 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50625\
Data File : VN@86520.D

Acqg On : 06 May 2025 17:23

Operator : JC\MD

Sample : Q1914-08

Misc 1 7.54g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 Benzene, (1-methylenebutyl)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.159 176.19 ug/1 3566720 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylenebutyl)- 146 C11H14 005676-32-4 83
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 76
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001680-51-9 70
4 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 62
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 58

Abundance Scan 2415 (16.158 min): VN086520.D\data.ms (-2410) (- | m/z 118.05 100.00%
1

118.
146.1
5000
91.0

—
390 650, ‘ ‘ 16.00 16.50
T RYPRON A PN |

i 2802 m/z 146.05  64.03%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24993: Benzene, (1-methylenebutyl)-
118.0

5000 T T
91.0 16.00 16.50
m/z 131.05 63.03%

270 10 146.0
‘\‘Uw\‘\“\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

"
16.00 16.50

o

5000 105.0 m/z 117.10 49.42%
39.0 77.0
“‘_\“M‘NMWWJMM‘NL‘NM‘ 7 R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl- — ——
131.0 16.00 16.50

m/z 105.00 37.81%

5000
105.0
39.0 77‘-0 ‘
Ll L |

7 \
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@50625\
Data File : VN@86520.D

Acqg On : 06 May 2025 17:23

Operator : JC\MD

Sample : Q1914-08

Misc 1 7.54g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 9
R.T. EstConc Area Relative to ISTD R.T.
16.706 130.86 ug/l 2649100 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 81
3 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 70
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 70
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 64
Abundance Scan 2508 (16.705 min): VN086520.D\data.ms (-2501) (- | m/z 118.10 100.00%
118.1
145.1
5000
R LRI
390 65.0 91"0 “ M 16.40 16.60
b e e Wl 1761 2021y s 145 05 8e.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
160.0
5000 L L BB B
16.40 16.60
39.0 91.0 m/Z 160.10 58.90%
63.0 |
ul |
\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0 LI ‘ L ‘ L T ‘
16.40 16.60
5000 ITI/Z 117.10 38.00%
91.0
28.0 51.0 ‘ ‘
S TNV VT |16
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36308: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- T
145.0 16.40 16.60
m/z 105.00 35.88%
5000
117.0
91.0
41.0 6 0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50625\
Data File : VN@86520.D

Acqg On : 06 May 2025 17:23

Operator : JC\MD

Sample ¢ Q1914-08

Misc : 7.54g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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|
Benzene, 1l-ethy... 13.094 295.2 ug/l 5976110 4 13.788 1012190 50.0
Benzene, 1l-ethy... 13.329 144.8 ug/l 2931300 4 13.788 1012190 50.0
unknown13.982 13.982 199.8 ug/l 4044810 4 13.788 1012190 50.0
1-Phenyl-1-butene 14.441 128.3 ug/l 2597390 4 13.788 1012190 50.0
Dodecane 14.953 134.7 ug/l 2726630 4 13.788 1012190 50.0
1H-Indene, 2,3-... 15.047 312.2 ug/l 6320790 4 13.788 1012190 50.0
Naphthalene, 1,... 15.206 136.7 ug/l 2767316 4 13.788 1012190 50.0
1H-Indene, 2,3-... 15.435 132.3 ug/l 2677330 4 13.788 1012190 50.0
Benzene, (1-met... 16.159 176.2 ug/l 3566720 4 13.788 1012190 50.0

9 4 0

Naphthalene, 1,... 16.706 130. ug/l 2649100 13.788 1012190 50.
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