LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082223\
Data File : VY@15255.D

Acqg On : 22 Aug 2023 19:24
Operator : SY/MD

Sample : 04109-01

Misc : 6.57g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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@15255.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.217 59 65 75 rBv2 7113 15428 1.27% 0.108%
2 2.893 168 176 188 rBV2 15814 36074 2.97% 0.253%
3  3.942 336 348 359 rBv4 8549 27972  2.30% 0.196%
4 4.698 458 472 498 rBV5 56947 270103 22.23% 1.897%
5 5.234 553 560 573 rVB3 17565 59706 4.91% 0.419%
6 5.747 633 644 655 rBV5 7826 23931 1.97% 0.168%
7 6.527 759 772 782 rBV5S 5738 19772 1.63% 0.139%
8 6.685 782 798 811 rBV 76959 247509 20.37% 1.738%
9 6.978 837 846 858 rVB4 5724 18368 1.51% 0.129%
10 7.527 928 936 945 rvVB 12175 31803 2.62% 0.223%
11 7.716 956 967 972 rBV 92077 223189 18.37% 1.567%
12 7.789 972 979 985 rVV 168500 416428 34.27% 2.924%
13 7.868 985 992 1005 rVV 191051 484808 39.90%  3.405%
14 7.996 1005 1013 1020 rVV 31397 75777 6.24% ©.532%
15 8.142 1028 1037 1048 rVV 101116 227532 18.73% 1.598%
16 8.270 1048 1058 1060 rVV2 40991 93388 7.69% 0.656%
17 8.325 1060 1067 1077 rVV 321761 807550 66.47% 5.671%
18 8.417 1077 1082 1093 rVB2 15142 35311 2.91% 0.248%
19 8.545 1093 1103 1111 rBVS 7104 16599 1.37% 0.117%
20 8.691 1117 1127 1138 rBV 250499 512808 42.21% 3.601%
21  8.923 1159 1165 1170 rBV2 7302 16560 1.36% 0.116%
22 9.148 1193 1202 1203 rBV 33426 52653 4.33% 0.370%
23 9.185 1204 1208 1213 rVvv2 99855 196902 16.21% 1.383%
24 9.240 1213 1217 1224 rVW 73935 143283 11.79% 1.006%
25 9.319 1224 1230 1235 rVWV 23962 47312 3.89% 0.332%
26 9.459 1243 1253 1262 rBvV 48074 110495 9.09% 0.776%
27 9.612 1271 1278 1289 rVB 278467 549449 45.22%  3.859%
28 9.746 1289 1300 1307 rBV 303196 668643 55.03% 4.696%
29 9.856 1314 1318 1325 rVB4 22155 45152 3.72% 0.317%
30 9.941 1325 1332 1338 rBV3 32360 95989 7.90% 0.674%
31 10.112 1354 1360 1365 rVB 117694 206821 17.02%  1.452%
32 10.179 1365 1371 1384 rVB 418660 733063 60.34% 5.148%
33 10.307 1384 1392 1394 rBV6 7950 16099 1.33% 0.113%
34 10.343 1394 1398 1400 rBV2 14185 21602 1.78% 0.152%
35 10.477 1409 1420 1423 rBV5 12933 28624 2.36% 0.201%
36 10.520 1423 1427 1431 rVV 21573 34394 2.83% 0.242%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082223\
Data File : VY@15255.D

Acqg On : 22 Aug 2023 19:24
Operator : SY/MD

Sample : 04109-01

Misc : 6.57g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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 10.605 1431 1441 1454 rVB7 55216 188737 15.53%  1.325%
38 10.709 1454 1458 1463 rVB 20773 34884  2.87%  0.245%
39 10.800 1463 1473 1479 rBv2 27130 54293 4.47% 0.381%
40 10.904 1479 1490 1497 rBv2 41569 111790 9.20% 0.785%
41 11.002 1503 1506 1510 rVv2 13603 18893 1.56% 0.133%
42 11.093 1514 1521 1526 rVv4 35228 74041 6.09% 0.520%
43 11.148 1526 1530 1534 rVV5 17973 28073 2.31% 0.197%
44 11.203 1534 1539 1543 rVB4 24745 42439  3.49% 0.298%
45 11.270 1543 1550 1563 rVB7 34510 145495 11.98% 1.022%
46 11.380 1563 1568 1571 rBV 34691 60746 5.00% 0.427%
47 11.489 1578 1586 1591 rBvV2 412701 715089 58.86% 5.022%
48 11.563 1591 1598 1604 rVV 95325 167148 13.76% 1.174%
49 11.630 1605 1609 1612 rVB4 13659 19967 1.64% 0.140%
50 11.672 1612 1616 1621 rVB5 17354 32717 2.69% 0.230%
51 11.745 1621 1628 1638 rVB2 103580 217830 17.93% 1.530%
52 11.837 1638 1643 1647 rBV6 8734 20804 1.71% 0.146%
53 11.892 1647 1652 1655 rBV4 15985 29060 2.39% 0.204%
54 11.941 1655 1660 1664 rBV3 55861 94711 7.80% ©.665%
55 12.008 1667 1671 1676 rVB3 44583 72045 5.93% 0.506%
56 12.117 1682 1689 1694 rVB2 51606 98492 8.11% 0.692%
57 12.197 1697 1702 1705 rBV4 35822 64706 5.33% 0.454%
58 12.233 1705 1708 1714 rVvB4 37531 64227 5.29% 0.451%
59 12.373 1726 1731 1735 rBV5 21776 45287 3.73% 0.318%
60 12.410 1735 1737 1740 rVB 18325 19205 1.58% 0.135%
61 12.465 1740 1746 1757 rVB3 501861 1214972 100.00%  8.532%
62 12.568 1757 1763 1767 rBV4 29955 62238 5.12% 0.437%
63 12.629 1767 1773 1782 rVB3 110019 271549 22.35% 1.907%
64 12.733 1783 1790 1793 rBV8 15465 35449  2.92% 0.249%
65 12.831 1796 1806 1813 rBV3 89931 244185 20.10% 1.715%
66 12.959 1822 1827 1829 rBV5 20368 39781 3.27% 0.279%
67 13.007 1832 1835 1837 rVV2 27565 37453 3.08% 0.263%
68 13.038 1837 1840 1842 rVV 46267 65724 5.41% 0.462%
69 13.068 1842 1845 1849 rVB 55470 75116 6.18% 0.528%
70 13.172 1857 1862 1867 rVB 41095 64004 5.27% 0.449%
71 13.227 1867 1871 1873 rBV3 20411 32148 2.65% 0.226%
72 13.282 1876 1880 1884 rVV 150642 235094 19.35% 1.651%
73 13.318 1884 1886 1890 rVV3 24071 31426  2.59% 0.221%
74 13.361 1890 1893 1895 rVV2 24666 32634 2.69% 0.229%
75 13.422 1895 1903 1908 rVV 360135 614031 50.54% 4.312%

76 13.477 1908 1912 1923 rVB2 124554 290810 23.94% 2.042%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082223\
Data File : VY@15255.D

Acqg On : 22 Aug 2023 19:24
Operator : SY/MD

Sample : 04109-01

Misc : 6.57g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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
77 13.593 1927 1931 1933 rBV 39554 54127 4.45% ©.380%
78 13.629 1933 1937 1942 rVWW3 61798 115594 9.51% ©.812%
79 13.672 1942 1944 1952 rVB2 36723 53748 4.42% 0.377%
890 13.751 1952 1957 1961 rBV3 45240 84218 6.93% 0.591%
81 13.971 1987 1993 1998 rBV2 129196 201114 16.55% 1.412%
82 14.080 2006 2011 2016 rVB 91110 142372 11.72% 1.000%
83 14.141 2017 2021 2027 rVB6 17512 31097 2.56% 0.218%
84 14.294 2037 2046 2053 rVB 162528 306877 25.26%  2.155%
85 14.379 2055 2060 2063 rBV3 48000 83941 6.91% ©.589%
86 14.519 2079 2083 2086 rVB3 10368 15268 1.26% ©.107%
87 14.574 2086 2092 2096 rBV2 24131 44304 3.65% ©0.311%
88 14.611 2096 2098 2103 rVB3 12564 17268 1.42% 0.121%
89 14.684 2103 2110 2115 rBv2 134278 241708 19.89% 1.697%
99 14.733 2115 2118 2126 rVB3 29128 53685 4.42% 0.377%
91 14.946 2147 2153 2156 rBV3 41041 67218 5.53% 0.472%
92 14.983 2156 2159 2162 rVWV 17465 26370 2.17% 0.185%
93 15.050 2164 2170 2178 rVB2 47426 114631 9.43% 0.805%
94 15.214 2191 2197 2205 rVB9 11177 32928 2.71% 0.231%
95 15.294 2205 2210 2214 rVV5 8386 15221 1.25% ©.107%
96 15.342 2214 2218 2223 rVV4 14314 32642 2.69% 0.229%
97 15.391 2223 2226 2241 rVB6 16478 40059 3.30% 0.281%
98 15.525 2241 2248 2254 rBV 11355 23943 1.97% 0.168%
99 15.690 2266 2275 2285 rBv4 9929 33342 2.74% 0.234%
100 15.891 2302 2308 2319 rVB6 10403 29403 2.42%  0.206%
Sum of corrected areas: 14239468
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082223\
Data File : VY@15255.D

Acqg On : 22 Aug 2023 19:24
Operator : SY/MD

Sample : 04109-01

Misc : 6.57g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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: VY015255.D\data.ms
500000

400000
300000
200000

100000 6.685
4.698

2.217 2.893 3.942 /\ 5.234 5.747 6.527

OHH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘H\\‘HH‘\H\‘\H\‘HH“HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘

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: VY015255.D\data.ms

500000

10.179 11.489

400000

8.325
300000
8.691

7.868
200000 778

100000 8.142

8.27
7.996 9
6.978 7.527 4387 545 8 923

o

\ 1 T \
Time--> 7.00 8. 50 9 OO 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY015255.D\data.ms

500000 12.465
400000 13.422

300000

200000 13.282 14.294
18.477 13.971 14.684

100000 1S ‘
0AB.1/ 22

G Au & e .

il ‘4 15186168884.525.6005.891

0 T ‘ T T 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 1550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@82223\
Data File : VY@15255.D

Acqg On : 22 Aug 2023 19:24

Operator : SY/MD

Sample : 04109-01

Misc : 6.57g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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 1 Pentane, 2,4-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

6.685 29.72 ug/l 247509  Pentafluorobenzene 7.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 80
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
3 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 59
4 Heptane, 3-methyl- 114 C8H18 000589-81-1 56
5 2-Ethyl-oxetane 86 C5H100 1010386-40-2 50

Abundance Scan 798 (6.685 min): VY015255.D\data.ms (-782) (-) m/z 43.10 100.00%

43.1 57.1
5000
85.1
R RAARRTEELE AR
‘ - 004 6.40 6.60 6.80 7.00
0l el A SRS m/z 57,100 97.91%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 57.0
5000 \\\‘\\\\’\\\\‘\\\\‘\\\\
85.0 6.40 6.60 6.80 7.00
29.0 m/z 41.10 58.18%
H ‘ Al 71.0 1000
O \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’1\\\‘\\\\‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4489: Butane, 2,2,3-trimethyl-
57.0
43.0 AR e
6.40 6.60 6.80 7.00
5000 m/z 56.00  54.89%
29.0 85.0
150
oL 10 ., 700 | 1000
“W‘H‘_“W‘H‘_‘H“H‘,‘H“H‘_‘H,H“_‘H‘H‘w
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Pentane, 2,2-dimethyl- R RERwaREEEE
57.0 6.40 6.60 6.80 7.00
m/z 85.10 30.25%
43.0
5000 85.0
29.0
15.0 H‘
0 ‘H"‘H"H‘,HH_m‘H",H“‘_Mw,wwww, Y S e -
m/z--> 0 10 20 30 40 50 60 70 80 90 100 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082223\
Data File : VY@15255.D

Acqg On : 22 Aug 2023 19:24
Operator : SY/MD

Sample : 04109-01

Misc : 6.57g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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 Pentane, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.868 58.21 ug/l 484808  Pentafluorobenzene 7.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 95
2 Heptane 100 C7H16 000142-82-5 47
3 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 45
4 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 43
5 1,4-Dioxaspiro[2.4]heptan-5-one,... 142 C7H1003 126091-79-0 38
Abundance Scan 992 (7.868 min): VY015255.D\data.ms (-985) (-) m/z 56.05 100.00%
56.0
41]1
5000 711
R RRRRR
‘ ‘ | 1002 7.60 7.80 8.00 8.20
0l et el SR m/z 43.85 74.97%
miz--> 0 20 40 60 80 100 120
Abundance #4483: Pentane, 2,3-dimethyl-
56.0
41)0
5000
71.0 7.60 7.80 8.00 8.20
m/z 41.10 64.43%
AIECE N OO I Y:
\‘\\\\‘\\\\‘\\‘\“\\‘\\‘\\\\i\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120
Abundance #4462: Heptane
43.0
7.60 7.80 8.00 8.20
5000 71.0 m/z 57.05 62.73%
27,0
‘ 100.0
0 ‘%q“u“ﬂ“M‘ ‘ﬂ“‘W;“““J““““‘
miz--> 0 20 40 60 80 100 120
Abundance #14580: Hexane, 2,2,4-trimethyl-

57.0 7.60 7.80 8.00 8.20
m/z 71.10 38.93%

5000
41.0

>
—

o 26, | 720 950 11301280 A
e 280 L 780 950 751260 VAN S VA WY At

“‘\
m/z--> 0 20 40 60 80 100 120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082223\
Data File : VY@15255.D

Acqg On : 22 Aug 2023 19:24
Operator : SY/MD

Sample : 04109-01

Misc : 6.57g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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 Hexane, 2,2-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.325 78.74 ug/l 807550  1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 83
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 83
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 78
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 72
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 56

Abundance Scan 1067 (8.325 min): VY015255.D\data.ms (-1060) (-) m/z 57.10 100.00%
57.1

5000
41.1
M 991 8.00 8.20 8.40 8.60
bbb e e S e e M/Z 56.10 32.80%
mlz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8653: Hexane, 2,2-dimethyl-
57.0
5000 LB R L B L B L L IR B |
8.00 8.20 8.40 8.60
41.0 m/z 41.10  25.58%
27,0
0 . ‘ \“ | \ J, 71.0 85.0 990 1140
\H‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
8.00 8.20 8.40 8.60
5000 ITI/Z 43.10 15.28%
41.0
270
0 130 27 ‘M “‘ 830 9990 1140
TR e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0 8.00 8.20 8.40 8.60
m/z 39.05 9.01%
5000
41.0
27,0 H
99.0
ol 230 L1 710 850 990 w40 la gL A
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082223\
Data File : VY@15255.D

Acqg On : 22 Aug 2023 19:24
Operator : SY/MD

Sample : 04109-01

Misc : 6.57g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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 Hexane, 2,5-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.185 19.20 ug/l 196902  1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 86
2 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 72
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 58
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 50
5 1-Pyrrolidinecarboxaldehyde 99 C5HONO 003760-54-1 43

Abundance Scan 1208 (9.185 min): VY015255.D\data.ms (-1204) (-) m/z 57.10 100.00%

57.1
5000
99.1

=P 8.80 9.00 9.20 9.40 9.60
82,0 4

o‘_m_mim‘m_uhwHH_JMWH_H m/z 43.10 96.05%

m/z--> 0 20 40 60 80 100 120 140
Abundance #8643: Hexane, 2,5-dimethyl-
43.0
5000

8.80 9.00 9.20 9.40 9.60
710 990 m/z 41.10 47.41%

O T ‘ T \].\5‘\.(‘] T H\ \‘i } T \‘1 ‘ T \“\ T ‘ T T \“ T \li]r\ﬁ.‘()\ 1T ‘ 1T
m/z--> 0 20 40 60 100 120 140
Abundance #22098: Octane, 2,7—dimethyl—
43.0

880900920940960

710 99.0
ZGTL ‘\ | \“\ It ‘ ‘ 127.0
ottty e
miz--> 0 20 40 60 80 100 120 140
Abundance #8628: Heptane, 2-methyl- BEaEaRsEESEE ‘ P
43.0 8.80 9.00 9.20 9.40 9.60

m/z 71.05 28.47%

5000
70.0 99.0
B T I R

m/z--> 0 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082223\
Data File : VY@15255.D

Acqg On : 22 Aug 2023 19:24
Operator : SY/MD

Sample : 04109-01

Misc : 6.57g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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 Pentane, 2,3,4-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.612 53.57 ug/l 549449  1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 90
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 78
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 78
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 72

Abundance Scan 1278 (9.612 min): VY015255.D\data.ms (-1271) (-)  m/z 43.10 100.00%

43.1 711
5000
‘ “ 95.0 9.50 10.00
bl il PR 420319 1601 sy 71,10 85.72%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 —t — /
9.50 10.00
m/z 70.05 63.59%
ol 260 \“‘ ‘ ___97.01140
\\\‘\11\‘\\\1‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #4466: Pentane, 3-ethyl-
43.0
9.50 10.00
5000 710 m/z 41.05  35.91%
0 26‘b \‘\\ ‘\ | 100.0
it
mfz--> 20 40 60 80 100 120 140 160
Abundance #8635: Heptane, 4-methyl- = ——
43.0 9.50 10.00
m/z 55.05 28.13%
71.0
5000
o260 | || [, 1140

‘w
m/z--> 20 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\VY082223\
Data File : VY@15255.D

Acqg On : 22 Aug 2023 19:24
Operator : SY/MD

Sample : 04109-01

Misc : 6.57g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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 Pentane, 2,3,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.746  65.19 ug/l 668643  1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
3 Undecane, 2,8-dimethyl- 184 C13H28 017301-25-6 64
4 Heptane, 3,3,4-trimethyl- 142 C1eH22 020278-87-9 59
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
Abundance Scan 1300 (9.746 min): VY015255.D\data.ms (-1289) (-) m/z 43.10 100.00%
3.1
71.1
5000
9.50 10.00
99.1
)RS v | S S 2 m/z 71.10  65.24%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 e : ‘/L
9.50 10.00

m/z 70.10 56.49%

150 | | | Lm0
\‘\\\\‘\i\\‘}\1‘\‘\\‘}\‘}\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #8635: Heptane, 4-methyl-
43.0

71.0 9.50 10.00
5000 m/z 57.10 43.72%

o

=

oL asol I wso
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #59050: Undecane, 2,8-dimethyl-
43.0 9.50 10.00
m/z 41.05 38.08%
71.0
5000
A N B TR L
R o e B R A BE P o
m/z--> 0O 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@82223\
Data File : VY@15255.D

Acqg On : 22 Aug 2023 19:24

Operator : SY/MD

Sample : 04109-01

Misc : 6.57g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Octane, 2,5,6-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.629 22.11 ug/1 271549 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 53
2 Acetamide, N-2-propenyl- 99 C5HO9NO 000692-33-1 53
3 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 53
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 53
5 Hexane, 3-ethyl-2,5-dimethyl- 142 C1eH22 052897-04-8 49

Abundance Scan 1773 (12.629 min): VY015255.D\data.ms (-1767) (-~ m/z 57.10 100.00%
57.1
5000
JF 820 12.50 13.00
39 . .
125.1
 — whﬂ‘ Al ,‘:“ A4S TP 1542 n/z s6.05  61.92%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33099: Octane, 2,5,6-trimethyl-
57.0
5000 s —\
12.50 13.00
m/z 41.10 30.21%
29.0 85.0
O \\\‘\‘1‘1 \“‘\ T WH‘ T \‘H\ T ’ \‘\ T \H‘ LI \%\27\.\0\ ‘ T \:L\E)\G-‘O\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #3922: Acetamide, N-2-propenyl-
57.0
—— —
12.50 13.00
5000 ITI/Z 43.10 27.34%
30.0
‘ ‘ 84.0
0 ‘H““J“,l“‘u““““““““‘
miz--> 20 40 60 80 100 120 140 160
Abundance #14604: Pentane, 3-ethyl-2,2-dimethyl- — T
57.0 12.50 13.00
m/z 85.05 17.85%
5000
29.0
N =T Y N VLAl
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082223\
Data File : VY@15255.D

Acqg On : 22 Aug 2023 19:24
Operator : SY/MD

Sample : 04109-01

Misc : 6.57g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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 Decane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.831 19.88 ug/l 244185 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 83
2 3-Ethyl-3-methylheptane 142 C1OH22 017302-01-1 72
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 72
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
5 Hexacosane 366 C26H54 000630-01-3 72

Abundance Scan 1806 (12.831 min): VY015255.D\data.ms (-1796) (-~  m/z 57.10 100.00%
57.1

1.
5000 85.1
113.1 L —
H ‘ H 1412 20 12.50 13.00
bl L 1412 1720 2071 50 a5 73.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33086: Decane, 2-methyl-
43.0
5000 e S
71.0 12.50 13.00
m/z 43.10 66.24%
O\\].\!5‘\.‘()\‘1\\‘i}\\‘H“\\‘M\‘w‘\\\“]:]\.!%;(‘)\\}\4"].\.\0\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22110: 3-Ethyl-3-methylheptane
57.0
— L
85.0 12.50 13.00
5000 m/z 41.05  45.00%
113.0
29.0
0‘“w‘duuw‘wu‘M“LH"Hlu‘u“_“‘_“w“u“‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45488: Undecane, 5-methyl- [ T
43.0 12.50 13.00
m/z 85.10 44.41%
5000 71.0
112.0
O L d20 300 AL e
m/z--> 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_Y\Data\VY082223\
Data File : VY@15255.D

Acqg On : 22 Aug 2023 19:24
Operator : SY/MD

Sample : 04109-01

Misc : 6.57g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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 9 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.294  24.99 ug/l 306877 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 96
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 o-Cymene 134 C1eH14 000527-84-4 94
5 p-Cymene 134 C1oH14 000099-87-6 94
Abundance Scan 2046 (14.294 min): VY015255.D\data.ms (-2037) (-  m/z 119.10 100.00%
119.1
5000
39.0 651 9]‘"0 14.00 14.50
Ol ettt L 44,1 16691881 /7 134 95 47.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 j\ ‘ — A
14.00 14.50
m/z 91.00 16.48%
390 650 91.0
0 \1\5‘\'?\‘\ T \“‘\ \“i‘\"i‘.\ T \‘H‘ \1‘\ T “1‘\ \‘M I \M\ [ L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
e —
14.00 14.50
5000 m/z 120.10 9.74%
390 91.0
. 65.0
miz--> 20 40 60 80 100 120 140 160 180 M
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- b ‘ A‘ PP
119.0 14.00 14.50
m/z 115.05 9.36%
5000
39.0 65.0 91.0
0 ‘H“M‘JL‘W‘pWHJW‘J‘ww"Wlu‘h,“u““‘_“‘ R P
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082223\
Data File : VY@15255.D

Acqg On : 22 Aug 2023 19:24
Operator : SY/MD

Sample : 04109-01

Misc : 6.57g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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 10 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.684 19.68 ug/l 241708 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
2 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 90
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 87

Abundance Scan 2110 (14.684 min): VY015255.D\data.ms (-2103) (- m/z 117.05 100.00%

117.1
5000
91.0
39.0 65.0 L‘u 14.50 15.00
) S T W J e ,"!““““14?;1“155:3“1??:2‘ m/z 132.05  36.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 e o
91.0 14.50 15.00
510 m/z 115.00 30.27%
2707 ‘
O \\\‘\\\\‘\\‘U\"‘H\‘\\h\‘\1“1\‘”}‘\\\’\‘”\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16120: Benzene, 2-butenyl-
117.0
e —
14.50 15.00
5000 ITI/Z 131.05 16.66%
91.0
39.0 65.0 ‘
0 m_“H“H“:w,‘mwumwul,uw“‘wm_m_m
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16107: 1-Phenyl-1-butene
117.0 14.50 15.00
m/z 91.00 14.81%
5000
91.0
51.0
W WY T 22 O R AT
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082223\
Data File : VY@015255.D

Acqg On : 22 Aug 2023 19:24
Operator : SY/MD

Sample : 04109-01

Misc : 6.57g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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|
Pentane, 2,4-di... 6.685 29.7 ug/l 247509 1 7.789 416428 50.0
Pentane, 2,3-di... 7.868 58.2 ug/l 484808 1 7.789 416428 50.0
Hexane, 2,2-dim... 8.325 78.7 ug/l 807550 2 8.691 512808 50.0
Hexane, 2,5-dim... 9.185 19.2 ug/l 196902 2 8.691 512808 50.0
Pentane, 2,3,4-... 9.612 53.6 ug/l 549449 2 8.691 512808 50.0
Pentane, 2,3,3-... 9.746 65.2 ug/l 668643 2 8.691 512808 50.0
Octane, 2,5,6-t... 12.629 22.1 wug/l 271549 4 13.428 614031 50.0
Decane, 2-methyl- 12.831 19.9 ug/l 244185 4 13.428 614031 50.0
Benzene, 1,2,3,... 14.294 25.0 ug/l 306877 4 13.428 614031 50.0
Benzene, 2-ethe... 14.684 19.7 ug/l 241708 4 13.428 614031 50.0

82Y081423S.M Wed Aug 23 16:37:05 2023 Page: 15



