LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081823\
Data File : VY015200.D

Acqg On : 18 Aug 2023 16:59
Operator : SY/MD

Sample : 04086-12

Misc : 5.04g/5.2mL/MSVOA_Y/SOIL

ALS Vvial : 19 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\82Y081423S.M

Title : SW846 8260

Signal : TIC: VY@15200.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 6.960 831 843 852 rBV 4454 13227 1.16% 0.174%
2 7.783 970 978 986 rVV3 15350 42817 3.74% 0.562%
3 7.996 1005 1013 1021 rBV3 6381 16128 1.41% 0.212%
4 8.130 1029 1035 1044 rBV3 6565 14568 1.27% 0.191%
5 8.319 1061 1066 1077 rVB 5686 14910 1.30% 0.196%
6 8.539 1093 1102 1111 rVB2 6030 13279 1.16% 0.174%
7 8.685 1119 1126 1133 rBV2 18640 38630 3.38% 0.507%
8 9.179 1195 1207 1213 rBV6 4786 12821 1.12% 0.168%
9 9.612 1272 1278 1286 rBV2 6472 13021 1.14% 0.171%
10 9.746 1291 1300 1306 rBV3 8304 18864 1.65% 0.248%
11  9.819 1306 1312 1315 rBV 8242 12833 1.12% 0.169%
12 9.959 1326 1335 1345 rBV 10309 24709 2.16% 0.325%
13 10.179 1364 1371 1376 rBV 30979 53049 4.64% 0.697%
14 10.240 1376 1381 1390 rVB 119094 200165 17.49% 2.629%
15 10.368 1395 1402 1408 rVB2 11795 20741 1.81% 0.272%
16 11.282 1542 1552 1561 rVB2 14458 34708 3.03% 0.456%
17 11.380 1561 1568 1573 rBV2 12505 21530 1.88% 0.283%
18 11.490 1579 1586 1594 rBV 29008 47798 4.18% 0.628%
19 11.593 1594 1603 1611 rBV 79325 127177 11.11% 1.670%
20 11.697 1611 1620 1632 rBV 294238 538968 47.10% 7.079%
21 12.026 1665 1674 1684 rVB 173623 277923 24.29%  3.650%
22 12.331 1718 1724 1727 rBV 20953 37563 3.28% 0.493%
23 12.483 1745 1749 1753 rVWV2 20178 32692 2.86% 0.429%
24 12.520 1753 1755 1760 rVB 12968 15687 1.37% 0.206%
25 12.672 1773 1780 1784 rBV 92347 140117 12.24%  1.840%

26 12.733 1784 1790 1793 rVV 344823 517839 45.25%
27 12.764 1793 1795 1799 rVV 150825 217733 19.03%
28 12.813 1799 1803 1809 rVV 196548 300965 26.30%

wowNO
O
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R

29 12.916 1813 1820 1822 rVV7 6206 13882 1.21% 182%
30 12.971 1822 1829 1838 rVB 157613 253931 22.19% 335%
31 13.117 1847 1853 1860 rVB 773226 1144284 100.00% 15.029%
32 13.312 1880 1885 18990 rVB 28021 41076 3.59% ©0.539%
33 13.367 1890 1894 1897 rBV2 14516 20465 1.79% 0.269%
34 13.453 1897 1968 1914 rVV 188143 339688 29.69% 4.461%
35 13.593 1924 1931 1932 rBV 49189 64771 5.66% ©.851%

36 13.623 1932 1936 1939 rVV 186552 291596 25.48%  3.830%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081823\
Data File : VY015200.D

Acqg On : 18 Aug 2023 16:59
Operator : SY/MD

Sample : 04086-12

Misc : 5.04g/5.2mL/MSVOA_Y/SOIL

ALS Vvial : 19 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\82Y081423S.M
Title : SW846 8260
37 13.666 1939 1943 1953 rVV3 164224 336852 29.44% 4.424%
38 13.751 1953 1957 1962 rwV 24173 35097 3.07% 0.461%
39 13.825 1962 1969 1974 rVV 52342 79338 6.93% 1.042%
40 13.885 1974 1979 1981 rVV 84528 130606 11.41% 1.715%
41 13.916 1981 1984 1988 rVV 88297 124491 10.88% 1.635%
42 13.971 1988 1993 1998 rvVv 167722 239268 20.91% 3.142%
43 14.026 1998 2002 2006 rVV2 10201 18478 1.61% 0.243%
44 14.074 2006 2010 2016 rVB3 50536 80669 7.05% 1.059%
45 14.154 2016 2023 2027 rVB6 7167 15047 1.31% 0.198%
46 14.215 2027 2033 2038 rBV 37327 59614 5.21% 0.783%
47 14.294 2038 2046 2049 rVWV 84882 139624 12.20%  1.834%
48 14.337 2049 2053 2057 rVV 120764 180513 15.78% 2.371%
49 14.379 2057 2060 2064 rVvV 41209 58905 5.15% 0.774%
50 14.422 2064 2067 2073 rVV 21594 32588 2.85% 0.428%
51 14.520 2079 2083 2086 rvVv 25907 36854 3.22% 0.484%
52 14.562 2086 2090 2095 rVv2 54143 99978 8.74% 1.313%
53 14.611 2095 2098 2103 rVB 40194 54145 4.73% 0.711%
54 14.678 2103 2109 2115 rBV4 100435 225298 19.69%  2.959%
55 14.739 2115 2119 2124 rVB 32387 49872 4.36% ©0.655%
56 14.946 2148 2153 2165 rVB3 42534 101308 8.85% 1.331%
57 15.050 2165 2170 2177 rVB2 26679 50087 4.38% 0.658%
58 15.233 2189 2200 2207 rBV 110812 194954 17.04%  2.560%
59 15.343 2212 2218 2223 rVWV4 15354 30689 2.68% 0.403%
60 15.397 2223 2227 2230 rVV2 7969 13842 1.21% 0.182%
61 15.434 2230 2233 2241 rVB6 8248 14480 1.27% 0.190%
62 15.525 2241 2248 2256 rBV2 17057 34751 3.04% 0.456%
63 15.696 2266 2276 2285 rBV5 9294 29225 2.55% 0.384%
64 15.818 2290 2296 2301 rVB 6812 12847 1.12% 0.169%
65 15.891 2301 2308 2314 rBV4 6580 13175 1.15% 0.173%
66 16.294 2367 2374 2382 rVB 42677 81986 7.16% 1.077%
67 16.489 2398 2406 2418 rVB 23189 49221 4.30% 0.646%

Sum of corrected areas: 7613957
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15200.D

Acqg On : 18 Aug 2023 16:59
Operator : SY/MD

Sample : 04086-12

Misc : 5.04g/5.2mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.M
Quant Title : SW846 8260

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

Abundance TIC: VY015200.D\data.ms
700000
600000
500000
400000
300000
200000

100000

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
Abundance TIC: VY015200.D\data.ms

700000
600000
500000
400000
300000 11.697

200000

10.240
100000 11.59

79 9.612 2%19.9590- 170 368

T
10.00

g |

6.960 7.783 7.99%1308.319 8.538-685 9.1
‘ —— A : :
11.00 11.50

0 — T — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50
Abundance TIC: VY015200.D\data.ms
13.117

T
10.50

700000
600000
500000

400000
12.733

300000

.813
2000001 12.026 12|7642.971

100000 12.6
. 12.3324830 2.916
T ‘ T T T T ‘ T T T T ‘ T

Time--> 12.00 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15200.D

Acqg On : 18 Aug 2023 16:59
Operator : SY/MD

Sample : 04086-12

Misc : 5.04g/5.2mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Heptane, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.746  24.42 ug/1 18864 1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-methyl- 114 C8H18 000589-53-7 72
2 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 64
3 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
4 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 59
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 50

Abundance Scan 1300 (9.746 min): VY015200.D\data.ms (-1291) (-) m/z 43.10 100.00%

43.1
70.0
5000
‘ AA

“ 99 1 145.1

‘ 9.50 10.00
0 “““‘u“;k“““ R N R m/z 70.00 74.48%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8634: Heptane, 4-methyl- M
43.0
5000 71.0 \ HJ\ a /\ |
950 10.00
m/z 71.00  65.55%
0 15 0 \ “‘\ H I il 11\4 0
m/z--> 6 20 4b 65 Sb 160 1&0 140 1é0
Abundance #14542: Heptane, 3,4-dimethyl-
43.0
A 4y /\ il
70.0 9.50 10.00
5000 ITI/Z 41.00 39.82%

99.0
0 15.0 ‘ \ N Il \‘ \‘ 128.0
w‘***w*** —
miz--> 0 20 40 60 80 100 120 140 160 \ M
Abundance #59101: Decane, 3,3,4-trimethyl- M"N\M A

43.0 71.0 9.50 10.00
m/z 57.00 35.12%

5000 /\/K
0 24.0 “\ “ I 11 990 1290 1550 \[\A A

m/z--> 0 200 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15200.D

Acqg On : 18 Aug 2023 16:59
Operator : SY/MD

Sample : 04086-12

Misc : 5.04g/5.2mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Heptane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.959  31.98 ug/l 24709 1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
2 Nonane, 5-methyl- 142 C1eH22 015869-85-9 64
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 59
4 Heptane, 3,4,5-trimethyl- 142 C1eH22 020278-89-1 59
5 Sulfurous acid, butyl isohexyl e... 222 C10H2203S 1000309-17-2 53
Abundance Scan 1335 (9.959 min): VY015200.D\data.ms (-1326) (-) m/z 43.00 100.00%
3.0
85.0
5000 /\
‘ ‘ 68.9 114.1 10.00
ol e e myz 57.00  82.97%
m/z--> 20 40 60 80 100 120 140
Abundance #8631: Heptane, 3-methyl-
43.0
85.0
5000 (\\ T L B
10.00
2710 m/z 85.00  79.97%
‘ “ ‘ 69.0 114.0
O\\\‘\\\\i}\\‘\“\\‘H\\‘\‘\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #22075: Nonane, 5-methyl-
43.0
Hal) A
850 10.00
5000 ' m/z 56.00 65.21%
0 27‘0 ‘\M \\‘ 690 |, 112.0127.0142.0
e
mfz--> 20 40 60 80 100 120 140 /k A }\
Abundance #8646: Hexane, 2,4-dimethyl- : A e L
43.0 10.00
m/z 41.10 58.46%
85.0
5000
LYY
S o N NI 0V K. 7.8 YO AL
m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15200.D

Acqg On : 18 Aug 2023 16:59
Operator : SY/MD

Sample : 04086-12

Misc : 5.04g/5.2mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Octane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.282  36.31 ug/l 34708 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 59
2 Octane, 4-methyl- 128 C9H20 002216-34-4 58
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 53
4 Octane, 2-methyl- 128 C9H20 003221-61-2 50
5 Dodecane, 5-methyl- 184 C13H28 017453-93-9 47

Abundance Scan 1552 (11.282 min): VY015200.D\data.ms (-1542) (- m/z 43.05 100.00%

43.0
57.0
85.0
5000 710 /\
N ,
‘ ‘ H ‘ 901 1132 1282 11.00 11. 50
N 1 A V2 25 Y2 %
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #8621: Octane
43.0
5000 A\“/\WM’“
20.0 57.0 85.0 11. 00 11 50
710 m/z 57.00  64.08%
L e
O \\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #14529: Octane, 4-methyl-
L
11.00 11.50
5000 710 850 m/z 85.85  56.05%
29.0
H H | 98.0 1130 128.0
O I e LSRRI
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #14555: Heptane, 2,4-dimethyl- 1, — ‘Aﬁ =
43.0 11.00 11.50
m/z 71.00 48.55%
5000
85.0
270 570 710
0,9901‘130128‘0 M\A ‘ /\Mm
m/z--> 20 30 40 50 60 70 80 90 100110120 130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15200.D

Acqg On : 18 Aug 2023 16:59
Operator : SY/MD

Sample : 04086-12

Misc : 5.04g/5.2mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Benzene, 1-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.733  76.22 ug/1 517839 1,4-Dichlorobenzene-d4 13.422
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-3-methyl- 120 C9H12 000620-14-4 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 1790 (12.733 min): VY015200.D\data.ms (-1784) (- m/z 105.05 100.00%

105.1
5000
120.1
77.0 91.0
30.0 63.0 ‘ ‘ Il 12.50 13.00
O Frrprrrrprrrr e e m/z 120.10  31.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 12.50 13.00
m/z 77.00 11.51%
77.0 91.0
0 \\’]\_\5\.(\)’H\‘\’\\3\?’.?\\\"H\\6‘%\.‘(\)\|H\m“\H|‘MH|\H\|H‘\‘\‘|‘HH|
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
12.50 13.00
5000 ITI/Z 91.00 11.35%
120.0
77.0 91.0
39.0
Oy e firior bbbl e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0 12.50 13.00
m/z 106.00 8.39%
5000
120.0
77.0 91.0
ol 50 390 30 PO o MA |
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15200.D

Acqg On : 18 Aug 2023 16:59
Operator : SY/MD

Sample : 04086-12

Misc : 5.04g/5.2mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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, 1l-ethyl-4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.971 37.38 ug/l 253931 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Mesitylene 120 C9H12 000108-67-8 90
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90
Abundance Scan 1829 (12.971 min): VY015200.D\data.ms (-1822) (- m/z 105.05 100.00%
105.1
5000
A )
. 77.0 J} 13.00
Ob ekt b Ml 12270 1518 206.9 120.10  30.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000

13.00
91.05 12.04%

39.0 77.0
O\‘\‘\\\“\\“\\“\‘\\\““\\‘\\‘\‘\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0

13.00
79.0
=0 il
0‘_“ﬂ‘wu‘NH“H“_‘uqu‘u“u“u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬁ
Abundance #10692: Mesitylene ‘
105.0 1300

m/z 106.00 8.60%

5000 ﬂ
77.0
51.0
0 27'0\ by ual ‘\\ [l H‘\ }\/\/\ /\

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_Y\Data\VY@81823\
Data File : VY@15200.D

Acqg On : 18 Aug 2023 16:59
Operator : SY/MD

Sample : 04086-12

Misc : 5.04g/5.2mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 unknownl3.623 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.623 42.92 ug/l 291596 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 46
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 46
3 Benzene, 1-methyl-3-propyl- 134 C1eH14 001074-43-7 46
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 43
5 Benzene, 1-(chloromethyl)-3-ethe... 152 C9H9C1l 039833-65-3 43
Abundance Scan 1936 (13.623 min): VY015200.D\data.ms (-1932) (- m/z 105.05 100.00%
106.1
5000
134.1 /LJ\/\—/\ ——
39.1 57g /70 13.50 14.00
A \M L 156.1 9
oot e m/z 117.10 63.04%
miz--> 20 40 60 80 100 120 140 160
Abundance #10181: Indane
117.0
5000 \“ T 1
13.50 14.00
910 m/z 118.05 36.21%
39.0 GPT.O ‘
O\\\.‘\‘\\\“\\”\\“‘\‘\\\“‘\\‘\\“‘\\\ LA L
m/z--> 20 40 60 80 100 120 140 160
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0
U LUV
13.50 14.00
5000 m/z 115.05 21.43%
91.0
39.0 580 ‘
) NN P T S N —
miz--> 20 40 60 80 100 120 140 160 m
Abundance #17053: Benzene, 1-methyl-3-propyl- S e
105.0 13.50 14.00
m/z 134.05 21.09%
5000
134.0
39.0 77.0
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\VY@81823\
Data File : VY@15200.D

Acqg On : 18 Aug 2023 16:59
Operator : SY/MD

Sample : 04086-12

Misc : 5.04g/5.2mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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, 2-ethyl-1,4-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.971  35.22 ug/1 239268 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 p-Cymene 134 C10H14 000099-87-6 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95

Abundance Scan 1993 (13.971 min): VY015200.D\data.ms (-1988) (- m/z 119.05 100.00%

119.1
5000
91.0
511 ‘ ‘ ) 14.00
Obrrrprrreprdiepherbeb bbb 258 2070 2670 /7 134.00  27.89%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 T ‘ T /\\\
14.00
91.0 m/z 91.00 16.79%
51.0
015.0”’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
e
14.00
5000 ITI/Z 105.05 9.90%
91.0
39.0 ‘ ‘ ‘
S N S S —
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #16998: 0-Cymene
119.0 14.00
m/z 120.05 9.70%
5000
91.0
41.0 ‘
) T N | SNSRI S ST
m/z--> 20 40 60 80 100120140160 180200220 240260 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15200.D

Acqg On : 18 Aug 2023 16:59
Operator : SY/MD

Sample : 04086-12

Misc : 5.04g/5.2mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.337  26.57 ug/1 180513 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
4 o-Cymene 134 C1eH14 000527-84-4 94
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 91

Abundance Scan 2053 (14.337 min): VY015200.D\data.ms (-2049) (- m/z 119.05 100.00%

119.1
5000
91.0 14.00 14.50
890, 650, | | 207.1
O by S m/z 134.05 43.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17067: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 I T \A T T T /\
14.00 14.50
m/z 91.00 14.60%
39.0 g5g 910
0 \\\‘\‘\\\“‘\\‘i‘\‘w“\\\‘H‘\\‘\\‘m‘\\m‘[‘\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
- —
14.00 14.50
5000 m/z 120.10 10.51%
3?0 65.0 91.0
0“‘_L‘w“WN‘WHJWHL‘NMNM“M“H“H“_“W“H
m/z--> 20 40 60 80 100 120 140 160 180 200 AA
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- ‘/\ s
119.0 14.00 14.50
m/z 115.00 8.35%
5000
41.0 1.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15200.D

Acqg On : 18 Aug 2023 16:59

Operator : SY/MD

Sample : 04086-12

Misc : 5.04g/5.2mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 9 3-Phenylbut-1-ene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.678 33.16 ug/l 225298 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 50
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 50
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 50
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 50
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 50

Abundance Scan 2109 (14.678 min): VY015200.D\data.ms (-2103) (-
117.1

5000

0

m/z-->
Abundance

5000

0

m/z-->
Abundance

5000

0

m/z-->
Abundance

5000

91.0 134.1
39.0 64.9 ‘
SN U R I | Y
20 40 60 80 100 120 140
#16106: 3-Phenylbut-1-ene
117.0
91.0 132.0
390 gsp ‘ M
\‘\‘\\\“\\“1‘\“1‘\\i““\\‘\‘\"W\\H‘\i‘\‘\‘\\\\
20 40 60 80 100 120 140
#16107: 1-Phenyl-1-butene
117.0
132.0
91.0
70 0 w0 |
b “1“ wwﬂ L R
20 40 60 80 100 120 140

#16151: 1H-Indene, 2,3-dihydro-5-methyl-

11

39.0 65.0 91.0 ‘
240 | |, - |

7.0

m/z 117.10 100.00%

=

14.50 15.00
m/z 119.05 92.21%

14.50 15.00
m/z 91.00 32.20%

-

\ 7
14.50 15.00

m/z 134.05 31.92%
14.50 15.00
m/z 114.95 31.19%

N

m/z-->

il
20 40 60 80 100 120
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081823\
Data File : VY015200.D

Acqg On : 18 Aug 2023 16:59
Operator : SY/MD

Sample : 04086-12

Misc : 5.04g/5.2mL/MSVOA_Y/SOIL

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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|
Heptane, 4-methyl- 9.746 24.4 ug/l 18864 2 8.685 38630 50.0
Heptane, 3-methyl- 9.959 32.0 ug/l 24709 2 8.685 38630 50.0
Octane 11.282 36.3 ug/l 34708 3 11.490 47798 50.0
Benzene, 1l-ethy... 12.733 76.2 ug/l 517839 4 13.422 339688 50.0
Benzene, 1l-ethy... 12.971 37.4 ug/l 253931 4 13.422 339688 50.0
unknown13.623 13.623 42.9 ug/l 291596 4 13.422 339688 50.0
Benzene, 2-ethy... 13.971 35.2 wug/l 239268 4 13.422 339688 50.0
Benzene, 1,2,4,... 14.337  26.6 ug/l 180513 4 13.422 339688 50.0
3-Phenylbut-1-ene 14.678 33.2 ug/l 225298 4 13.422 339688 50.0
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