LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062623\
Data File : VY@14430.D

Acqg On : 26 Jun 2023 13:43

Operator : KP/MD

Sample : 03394-01

Misc : 5.01g/5.0emL/MSVOA_Y/SOIL ORA-1651

ALS Vvial : 12 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_Y\methods\82Y062323S.M

Title : SW846 8260

Signal : TIC: VY@l1l4430.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.875 8 9 14 rVB2 690 743 1.05% 0.128%
2 2.217 63 65 69 rvB3 703 922 1.30% 0.158%
3 2.479 104 108 109 rBV3 815 849 1.20% 0.146%
4 2.766 152 155 157 rBV3 512 744 1.05% ©0.128%
5 3.247 229 234 235 rBV3 488 721  1.02% ©0.124%
6 3.948 345 349 357 rVB2 946 2132 3.01% 0.366%
7 4.192 382 389 390 rBvV2 2090 2545 3.60% 0.437%
8 4.710 467 474 484 rVB5S 2088 5909 8.35% 1.014%
9 5.735 639 642 648 rvVB5 572 1124 1.59% 0.193%
10 6.972 831 845 857 rBvV2 11196 33499 47.36% 5.749%
11 7.716 959 967 973 rBv2 11251 26665 37.70% 4.576%
12 7.789 973 979 990 rVB3 22165 50623 71.57% 8.687%
13 8.137 1023 1036 1049 rBv4 11311 29786 42.11% 5.111%
14 8.685 1118 1126 1135 rBV 27111 54528 77.09% 9.357%
15 10.179 1362 1371 1378 rBV 41117 70733 100.00% 12.138%
16 10.575 1428 1436 1443 rBV 5602 10117 14.30% 1.736%
17 10.947 1491 1497 1501 rVB2 3186 4996 7.06% 0.857%
18 11.319 1552 1558 1563 rVB2 3787 7015 9.92% 1.204%
19 11.490 1579 1586 1595 rBV 36693 59171 83.65% 10.154%
20 12.203 1700 1703 1705 rBV3 1004 1416 2.00% 0.243%
21 12.239 1707 1709 1713 rVB4 1005 1361 1.92% 0.234%
22 12.325 1719 1723 1727 rVB4 827 1132 1.60% 0.194%
23 12.483 1742 1749 1756 rBV3 37264 66337 93.79% 11.384%
24 12.642 1771 1775 1782 rVB7 1851 2698 3.81% 0.463%
25 12.715 1782 1787 1789 rBV4 1023 1671 2.36% 0.287%
26 12.758 1792 1794 1796 rBV2 1034 1124 1.59% 0.193%
27 12.794 1796 1800 1801 rVV4 1729 1863 2.63% 0.320%
28 12.806 1801 1802 1808 rVB4 2801 4054 5.73% 0.696%
29 13.050 1836 1842 1843 rBV4 877 1446 2.04% 0.248%
30 13.069 1843 1845 1848 rVB2 1000 808 1.14% 0.139%
31 13.172 1859 1862 1863 rBvV3 978 910 1.29% 0.156%
32 13.184 1863 1864 1871 rVB6 1604 1746 2.47% 0.300%
33 13.251 1871 1875 1876 rBV3 1249 1257 1.78% 0.216%
34 13.343 1887 1890 1892 rBV3 732 825 1.17% ©0.142%
35 13.422 1895 1903 1910 rBV 31457 52133 73.70%  8.946%
36 13.483 1911 1913 1918 rVB5 886 1069 1.51% 0.183%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062623\
Data File : VY@14430.D

Acqg On : 26 Jun 2023 13:43

Operator : KP/MD

Sample : 03394-01

Misc : 5.01g/5.0emL/MSVOA_Y/SOIL ORA-1651

ALS Vvial : 12 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_Y\methods\82Y062323S.M
Title : SW846 8260
37 13.550 1918 1924 1925 rBV5 713 1027 1.45% 0.176%
38 13.648 1929 1940 1941 rBV6 1634 3624 5.12% 0.622%
39 13.666 1941 1943 1946 rVB4 1052 871 1.23% 0.149%
40 13.745 1951 1956 1960 rBV5 3488 5999 8.48% 1.029%
41 13.788 1960 1963 1968 rVB7 1127 1685 2.38% 0.289%
42 13.837 1968 1971 1973 rBvV4 1007 1150 1.63% 0.197%
43 13.885 1977 1979 1983 rVB5 1177 1386 1.96% 0.238%
44 13.959 1989 1991 2001 rVB6 2922 5191 7.34% 0.891%
45 14.062 2003 2008 2009 rBv4 1150 1338 1.89% 0.230%
46 14.074 2009 2010 2014 rVB4 845 856 1.21% 0.147%
47 14.135 2017 2020 2022 rBV3 983 1047 1.48% 0.180%
48 14.251 2035 2039 2045 rBV7 2513 4632 6.55% 0.795%
49 14.318 2048 2050 2055 rVB6 1641 1988 2.81% 0.341%
50 14.379 2055 2060 2063 rBV5 650 1018 1.44% 0.175%
51 14.428 2063 2068 2070 rBvV4 2285 3481 4.92% 0.597%
52 14.471 2072 2075 2077 rBV3 1038 1402 1.98% 0.241%
53 14.617 2095 2099 2103 rBV4 1541 1845 2.61% 0.317%
54 14.660 2103 2106 2107 rBV2 1299 1166 1.65% 0.200%
55 14.678 2107 2109 2110 rVV2 1455 1234 1.74% 0.212%
56 14.702 2110 2113 2114 rVVv3 2155 2564 3.62% 0.440%
57 14.727 2114 2117 2125 rVB7 4637 10084 14.26% 1.730%
58 14.843 2133 2136 2140 rBvV4 675 967 1.37% 0.166%
59 14.873 2140 2141 2147 rVB5 614 825 1.17% 0.142%
60 14.940 2150 2152 2157 rVB5 1277 2200 3.11% 0.378%
61 15.001 2160 2162 2165 rBv4 992 1137 1.61% 0.195%
62 15.044 2165 2169 2179 rBV3 1204 1465 2.07% 0.251%
63 15.117 2178 2181 2183 rBV3 723 970 1.37% 0.166%
64 15.141 2183 2185 2188 rVB4 957 741 1.05% 0.127%
65 15.245 2200 2202 2204 rVB2 923 729 1.03% 0.125%
66 15.312 2204 2213 2218 rBV3 5976 11934 16.87% 2.048%
67 15.605 2259 2261 2265 rVB2 805 1015 1.43% 0.174%
68 15.873 2301 2305 2307 rBvV3 835 1271 1.80% 0.218%
69 16.038 2328 2332 2336 rVB6 834 1216 1.72% 0.209%
Sum of corrected areas: 582730
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062623\

: VYe14430.D

: 26 Jun 2023 13:43

: KP/MD

: 03394-01

: 5.01g/5.0mL/MSVOA_Y/SOIL
12

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062323S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: VY014430.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062623\
Data File : VY@14430.D

Acqg On : 26 Jun 2023 13:43
Operator : KP/MD

Sample : 03394-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062323S.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 2H-Inden-2-one, octahydro-,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.745 5.75 ug/1 5999 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Inden-2-one, octahydro-, trans- 138 C9H140 016484-17-6 52
2 1H-Inden-1-one, octahydro- 138 C9H140 029927-85-3 50
3 3-Heptyne 96 C7H12 002586-89-2 50
4 2,3-Hexadiene, 2-methyl- 96 C7H12 029212-09-7 45
5 2-Cyclopenten-1-one, 2-methyl- 96 C6H80 001120-73-6 43
Abundance Scan 1956 (13.745 min): VY014430.D\data.ms (-1951) (- m/z 67.10 100.00%
41.1 67.1 138.2
95.8
5000
174.0
119.1
‘ ‘ 13.50 14.00
Ot e e e e e ety m/z 138.20 96.09%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20234: 2H-Inden-2-one, octahydro-, trans-
41.0 81.0
138.0
5000 109.0 7 T
13.50 14.00
m/z 55.10 95.73%
O' 2 ‘\\‘\\i‘\\\\“\\\\’\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #20195: 1H-Inden-1-one, octahydro-
67.0
- —
41.0 13.50 14.00
5000 96.0 138.0 m/z 41.10 92.17%
ol ,
m/z--> 20 40 60 80 100 120 140 160
Abundance #3185: 3-Heptyne R —
670 960 13.50 14.00
410 m/z 68.90 81.14%
5000
0 140 | [\
T \\‘\‘\\\\‘\\\\‘\\\\’\\\\ \‘\ \‘\
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062623\
Data File : VY@14430.D

Acqg On : 26 Jun 2023 13:43
Operator : KP/MD

Sample : 03394-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062323S.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 Acenaphthene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.727 9.67 ug/l 10084 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 53
2 Octahydro-1H-pyrido(1,2-c)pyrimi... 154 C8H14N20 015932-63-5 25
3 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 23
4 Cyclohex-2-enone, 3-(N',N'-dimet... 154 C8H14N20 1000316-94-7 22

5 3-Methylcyclopentyl trimethylsil... 250 C10H2303PSi 1000383-79-9 10

Abundance Scan 2117 (14.727 min): VY014430.D\data.ms (-2114) (- m/z 154.00 100.00%
154.0
5000 /\
6.1 1190
432 H ‘ 207.1 1450 15.00
o‘HWHw‘H‘wHH““MMW_ML b m/z 153,00 72.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31488: Acenaphthene
154.0
5000
76.0 1450 1500
m/z 76.10 24.04%
270 519 || 980 1260 ||
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #31990: Octahydro-1H-pyrido(1,2-c)pyrimidin-1-one
154.0 A
T
l4.50 1500
5000 84.0 m/z 67.08  21.29%
56.0
‘ ‘ 113.0
() — ‘1“m““‘w‘wulm_"w‘;"w‘w“m‘}m‘wwww
m/z--> 20 40 60 80 100 120 140 160 180 200 I\ M m m {\\
Abundance #31495: 1,4-Ethenonaphthalene, 1,4-dihydro- — L R
158.0 14.50 15.00
m/z 119.00 19.14%
5000
76.0 128.0
39.0 ‘ 102.0 ‘ A h
O kvt bl e et bl e e L —
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_Y\Data\VY062623\
Data File : VY@14430.D

Acqg On : 26 Jun 2023 13:43
Operator : KP/MD

Sample : 03394-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062323S.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 Benzene, 1,4-dimethyl-2,5-b... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.312  11.45 ug/1 11934 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-dimethyl-2,5-bis(1-... 190 C14H22 010375-96-9 80
2 Benzene, 1,4-diethyl-2,3,5,6-tet... 190 C14H22 033962-13-9 72
3 Benzenepropanal, 4-(1,1-dimethyl... 190 C13H180 018127-01-0 64
4 Benzene, 1,3-bis(1,1-dimethyleth... 190 C14H22 001014-60-4 64
5 Benzene, 1,3-diethyl-2,4,5,6-tet... 190 C14H22 033781-72-5 64
Abundance Scan 2213 (15.312 min): VY014430.D\data.ms (-2204) (- | m/z 175.10 100.00%
175.1
5000
57.1
— ——
] 91‘.1 1011470 | ‘207_0 g0¢ 1500 1550
0 et Pl bbb i e e m/z 57.100 30.31%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #64907: Benzene, 1,4-dimethyl-2,5-bis(1-methylethyl)-
175.0

5000 “ M‘AM‘ I

15.00 15.50
m/z 190.20  25.14%

27.0 910 1330 | ‘

‘\\ m \§3'0 Lol

\’HH‘HH‘\‘\H”‘[\\\\‘\H\‘HH[HHiHH‘H‘H‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #64899: Benzene, 1,4-diethyl-2,3,5,6-tetramethyl-

o

175.0
Al L)
15.00 15.50
5000 m/z 41.00 16.17%
0 41.0 710 104.0 1430 | |
b e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64813: Benzenepropanal, 4-(1,1-dimethylethyl)- — —
175.0 15.00 15.50

m/z 65.00  15.23%

5000
131.0
o | )] L

] o TG N — 1
m/z--> 20 40 60 80 100120140160 180200220 240260280 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062623\
Data File : VY@14430.D

Acqg On : 26 Jun 2023 13:43
Operator : KP/MD

Sample : 03394-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062323S.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|
2H-Inden-2-one,... 13.745 5.8 ug/l 5999 4 13.428 52133 50.0
Acenaphthene 14.727 9.7 ug/l 10084 4 13.428 52133 50.0
Benzene, 1,4-di... 15.312 11.4 ug/l 11934 4 13.428 52133 50.0
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