LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011123\
Data File : VY012156.D

Acqg On : 11 Jan 2023 12:28
Operator : KP/MD

Sample : 01061-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 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\82Y010623S.M
Title : SW846 8260
Signal : TIC: VY@12156.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.997 345 357 361 rBV 13037 41086 1.97% 0.216%
2 4.716 463 475 486 rBv2 12224 40062 1.92% 0.210%
3 7.008 840 851 871 rBV3 14829 62007 2.97% 0.325%
4 7.502 924 932 943 rBV 47480 118776 5.69% 0.623%
5 7.722 958 968 974 rBV 37892 91888 4.40% 0.482%
6 7.789 974 979 988 rvB2 22587 53420 2.56% 0.280%
7 8.142 1027 1037 1051 rBV 53128 123256 5.90% 0.647%
8 8.691 1119 1127 1136 rBV 55437 108833 5.21% 0.571%
9 10.179 1364 1371 1377 rBV 106211 184588 8.84% 0.969%
10 10.246 1377 1382 1388 rVB 63968 104686 5.01% 0.549%
11 10.947 1491 1497 1505 rBV 26467 46288  2.22% 243%
12 11.489 1577 1586 1593 rBV 154087 254617 12.19% 336%
13 11.593 1598 1603 1611 rVB 28277 47763 2.29%

14 11.703 1611 1621 1631 rBV 110312 232692 11.14%

OroRroe
N
w1
=
R

15 12.032 1663 1675 1683 rBV 80306 148311  7.10% 778%
16 12.239 1705 1709 1714 rVB4 12503 22642 1.08% 0.119%
17 12.337 1719 1725 1730 rBV 32649 58601 2.81% ©.308%
18 12.483 1744 1749 1754 rBV 158500 238924 11.44%  1.254%
19 12.733 1785 1790 1794 rBV 52031 87459  4.19%  0.459%
20 12.806 1798 1802 1809 rVV2 145822 231282 11.07%  1.214%
21 12.898 1813 1817 1822 rVB3 25810 48954  2.34%  0.257%
22 12.971 1822 1829 1837 rBV 29870 66639 3.19% 0.350%
23 13.044 1837 1841 1847 rVB2 33344 49268 2.36% 0.259%
24 13.117 1847 1853 1859 rBV 139620 226204 10.83% 1.187%
25 13.233 1868 1872 1879 rVB6 34789 68430 3.28% ©.359%

26 13.343 1880 1890 1898 rBV2 1281961 2088585 100.00% 10.
27 13.428 1898 1904 1968 rBV 223749 357608 17.12%
28 13.526 1913 1920 1926 rBV 152426 243838 11.67%

(ORI
N
[e]
[
R

29 13.593 1926 1931 1933 rBV 43226 61646 2.95% 3247%
30 13.623 1933 1936 1940 rVB2 53200 67349 3.22% 353%
31 13.666 1940 1943 1947 rBV2 40979 61046 2.92% ©.320%
32 13.751 1952 1957 1963 rBV2 218287 339363 16.25% 1.781%
33 13.879 1973 1978 1981 rBV2 100837 160237 7.67% 0.841%
34 13.916 1981 1984 1989 rVB2 63916 92900 4.45% 0.488%
35 13.971 1989 1993 1998 rVB 65278 92157 4.41% 0.484%
36 14.025 1998 2002 2006 rVB3 24985 41303 1.98% 0.217%

82Y010623S.M Thu Jan 12 12:24:08 2023 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011123\
Data File : VY012156.D

Acqg On : 11 Jan 2023 12:28
Operator : KP/MD

Sample : 01061-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 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\82Y010623S.M
Title : SW846 8260
37 14.080 2006 2011 2021 rBV5 87508 239385 11.46% 1.256%
38 14.184 2022 2028 2034 rBV 321807 519438 24.87% 2.726%
39 14.288 2041 2045 2049 rBV4 91061 123133 5.90% 0.646%
40 14.391 2057 2062 2064 rBvV3 147155 230397 11.03% 1.209%
41 14.428 2064 2068 2079 rVB3 540818 1285930 61.57% 6.748%
42 14.513 2079 2082 2085 rVB3 26752 25631 1.23% 0.135%
43 14.550 2085 2088 2093 rBvV2 96552 153865 7.37% ©.807%
44 14.611 2094 2098 2102 rVB2 202896 304891 14.60% 1.600%
45 14.672 2102 2108 2113 rBV5 142596 314288 15.05% 1.649%
46 14.727 2113 2117 2120 rBv2 184172 271991 13.02% 1.427%
47 14.757 2120 2122 2128 rVB2 140431 181507 8.69% ©.953%
48 14.861 2129 2139 2141 rBv4 281875 700197 33.52% 3.674%
49 14.897 2141 2145 2147 rBvV2 301285 423087 20.26% 2.220%
50 14.964 2152 2156 2163 rVV2 569287 1424301 68.19% 7.474%
51 15.037 2163 2168 2173 rVV2 524763 1125632 53.89% 5.907%
52 15.092 2174 2177 2182 rVv2 338198 592808 28.38% 3.111%
53 15.190 2182 2193 2196 rVVv2 482577 1399998 67.03% 7.347%
54 15.263 2200 2205 2215 rVB5 556185 1513110 72.45%  7.940%
55 15.434 2229 2233 2241 rVB2 135910 235241 11.26% 1.234%
56 15.525 2244 2248 2255 rVB6 55789 119951 5.74% 0.629%
57 15.611 2255 2262 2271 rBV 278401 551625 26.41% 2.895%
58 15.726 2277 2281 2289 rVB 86384 156626 7.50% 0.822%
59 15.909 2308 2311 2316 rVB 60022 95567 4.58% 0.502%
60 15.964 2317 2320 2325 rVB2 45290 65533 3.14% 0.344%
61 16.031 2325 2331 2337 rBvV4 53035 109874 5.26% ©.577%
62 16.165 2349 2353 2359 rW 94420 164731 7.89% 0.864%
63 16.226 2359 2363 2369 rVB 47028 94713 4.53%  0.497%
64 16.293 2370 2374 2379 rVB4 29207 47996 2.30% ©0.252%
65 16.360 2380 2385 2396 rVB 73877 145381 6.96% ©.763%
66 16.495 2400 2407 2412 rBV6 25051 76269 3.65% ©.400%
Sum of corrected areas: 19055804
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Data Path :
. VY012156.D

Data File
Acqg On
Operator
Sample
Misc

ALS vial

: 11 Jan 2023 12:28

: KP/MD

. 01e61-01

: 5.01g/5.0mL/MSVOA_Y/SOIL

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011123\

: 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Time-->

Abundance

1200000

1000000

800000

600000

400000

200000

0

TIC: VY012156.D\data.ms

3.997 4.716

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

Time-->

Abundance

1200000

1000000

800000

600000

400000

200000

0

TIC: VY012156.D\data.ms

10,479, 119891 703
7.008 7802 772859 8-}(‘2 8'/6\91 kk 10.947 &1.59%\

— — = — e 4
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Time-->

Abundance

1200000

1000000

800000

600000

400000

200000

o

TIC: VY012156.D\data.ms
13.843

14.428

16.165

12483 12.806 13.117

12.032
123937 T2 et 29
] T T T T T T T T T T T

T ‘ T T ‘ T T ’ T T ‘ T T ‘ T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011123\
Data File : VY@012156.D

Acqg On : 11 Jan 2023 12:28
Operator : KP/MD

Sample : 01061-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.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 Undecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.751  47.45 ug/1 339363 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Hexadecane 226 C1l6H34 000544-76-3 83
3 Tetradecane 198 C14H30 000629-59-4 83
4 Tridecane 184 C13H28 000629-50-5 72
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 72

Abundance Scan 1957 (13.751 min): VY012156.D\data.ms (-1952) (- m/z 57.05 100.00%

57.0
5000
85.1

\
H | 113.2 15?.2 13.50 14.00
Ot uMMuMMyW‘ﬁ‘u‘w‘u‘u‘w“u‘u“ m/z 43.05 79.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33080: Undecane
57.0
5000 T LA
13.50 14.00

85.0
29.0 m/z 71.05 61.71%
L

\‘ | 130 15\6'0
il iiin | L
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0
=

o

13.50 14.00
5000 85.0 m/z 41.10 51.86%
29.0
ol by 1180 1410 1690 17,0 2260
H“H‘w“‘,H“_‘H“H‘_“W‘H‘,H‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane T —
57.0 13.50 14.00

m/z 85.10  33.99%

5000
85.0
290
‘M | 11801410 169.0 1980
L L —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011123\
Data File : VY@012156.D

Acqg On : 11 Jan 2023 12:28
Operator : KP/MD

Sample : 01061-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.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 2-Undecene, 4,5-dimethyl-, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.184 72.63 ug/l 519438 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Undecene, 4,5-dimethyl-, [R*,R... 182 C13H26 055170-92-8 59
2 1-Hexanol, 5-methyl-2-(1-methyle... 158 C1@H220 002051-33-4 43
3 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 38
4 1-Heptene, 5-methyl- 112 C8H16 013151-04-7 38
5 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 38

Abundance Scan 2028 (14.184 min): VY012156.D\data.ms (-2022) (- m/z 57.10 100.00%

57.1
97.1
5000

=
14.00 14.50

‘”\m hm Il 126.2 1521 207.1

0l gl L 220 ot 20T m/z 70.18  96.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56986: 2-Undecene, 4,5-dimethyl-, [R*,R*-(E)]-
69.0
41.0
5000 1

P
14.00 14.50
m/z 55.10 92.74%

‘ 112.0 140.0
\\\‘\‘i\\‘i‘\\\“!“\i\‘”‘\‘\\\H‘\\‘!\‘\\\\}\\\\‘\\\]-\8‘2\.\0\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34667: 1-Hexanol, 5-methyl-2-(1-methylethyl)-
43.0
71.0

o

14.‘00 14.‘50
5000 m/z 71.10 83.28%
97.0
H‘ “‘H i h‘\ H“ \‘\ \‘12“\7'0\
O e e e

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5001: 1-Pentanol, 2-methyl- P R
43.0 14.00 14.50

m/z 97.10  71.95%

5000 NM
71.0
o180 h‘ H |

T ‘
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\VY011123\
Data File : VY@012156.D

Acqg On : 11 Jan 2023 12:28
Operator : KP/MD

Sample : 01061-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.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 Cyclooctane, methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.428 179.80 ug/l 1285930 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, methyl- 126 CSH18 001502-38-1 62
2 1-Nonene 126 C9H18 000124-11-8 55
3 1-Heptanol, 6-methyl- 130 C8H180 001653-40-3 53
4 3-Dodecene, (Z)- 168 C12H24 007239-23-8 50
5 6-Dodecene, (E)- 168 C12H24 007206-17-9 50

Abundance Scan 2068 (14.428 min): VY012156.D\data.ms (-2064) (- m/z 57.10 100.00%
57.

1
84.1
5000
‘ 14.50
119.1 .
152.2
ow_m;‘m ol 2070 nyz s5.10 89.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13198: Cyclooctane, methyl-
55.0
5000 T
14.50
29.0 830 1110 m/z 41.10 85.28%
O\\\\‘\L\\‘i\\\ \\“‘!‘\\}“\\i\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13164: 1-Nonene
43.0
——
69.0 14.50
5000 ITI/Z 69.10 81.47%

97.0
| 12?.0
| -
e e
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #15698: 1-Heptanol, 6-methyl-

0
—
41,0 69.0 14.50

m/z 56.10 76.21%
5000
15.0 97.0
0l L 130.0

I R R e RS R —
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_Y\Data\VY011123\
Data File : VY@012156.D

Acqg On : 11 Jan 2023 12:28
Operator : KP/MD

Sample : 01061-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.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 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.672 43.94 ug/1l 314288 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1l0H14 076089-59-3 60
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 55
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 55
4 o-Cymene 134 C1eH14 000527-84-4 55
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 55
Abundance Scan 2108 (14.672 min): VY012156.D\data.ms (-2102) (- | m/z 119.10 100.00%
119.1
L “
411 ?7.1 148.2 14.50 15.00
Ol b Ll L2070 s 7110 47.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
5000 —r ——
14.50 15.00
91.0 m/z 134.05 32.95%
41.0 65.0 ‘ ‘
O \\\‘\‘\\\“‘\\‘m\‘w‘\\\““\\i‘\‘m\\w‘"\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0 j\
R AW
14.50 15.00
5000 m/z 117.10 29.42%
91.0
39.0 65.0 ‘
et | R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- g .
119.0 14.50 15.00
m/z 91.05 18.69%
5000
91.0
390 65.0 ‘
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\VY011123\
Data File : VY@012156.D

Acqg On : 11 Jan 2023 12:28
Operator : KP/MD

Sample : 01061-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.M
Quant Title : 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 5 Cyclohexane, 1,2,3-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.861 97.9 ug/l 700197  1,4-Dichlorobenzene-d4  13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl- 126 comis 001678-97-3 64

2 Cycloheptane, methyl- 112 C8H16 004126-78-7 38
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 38
4 4-Methyl-2-heptene 112 C8H16 003404-56-6 35
5 2-Cyclohexen-1-0l, 1-methyl- 112 C7H120 023758-27-2 30

Abundance Scan 2139 (14.861 min): VY012156.D\data.ms (-2129) (- m/z 55.10 100.00%
55.1

97.1
5000
‘ 14‘5(5 EI.S‘Od
0l Hw i u“hu‘”“ | 13911662 LU ;o eo10  79.69%
miz--> 50 100 150 200 250
Abundance #13249: Cyclohexane, 1,2,3-trimethyl-
55.0
5000 — —
97.0 14.50 15.00
J k m/z 97.10 69.95%
18. }‘ ‘\H‘ ‘\“ ‘\“ . H‘ \“12 0

o

m/z--> 50 100 150 200 250

5

Abundance #7557: Cycloheptane, methyl-
55.0 97.0
— ——
14.50 15.00
5000 m/z 43.10 62.88%
0 . \‘H‘ i“‘ “ H‘\H . “‘ “ . T T T
miz--> 50 100 150 200 250
Abundance #7617: Cyclohexane, 1,1-dimethyl- — ——
97.0 14.50 15.00
55.0 m/z 70.10  54.26%
5000
150 | | |
o — —
m/z--> 50 100 150 200 250 14.50 15.00
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Data Path

Data File : VY@
Acqg On 11
Operator : KP/
Sample : 01e
Misc : 5.0

ALS vial : 9

Quant Method
Quant Title

TIC Library

Library Search Compound Report

¢ Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011123\

12156.D

Jan 2023 12:28

MD

61-01
1g/5.0mL/MSVOA_Y/SOIL
Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.M
: SW846 8260

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 5-Methyl-1-heptanol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.897 59.16 ug/l 423087 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Methyl-1-heptanol 130 C8H180 007212-53-5 53
2 3-Hexene, 2,2-dimethyl-, (Z)- 112 C8H16 000690-92-6 50
3 3-Ethyl-2-hexene 112 C8H16 000620-00-8 50
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 50
5 Cyclopropane, 1,1,2-trimethyl-3-... 140 C10H20 041977-43-9 43

Abundance Scan 2145 (14.897 min): VY012156.D\data.ms (-2141) (- m/z 55.10 100.00%
1

55.1 83.

=

5000
— ——
‘ 131.0 14.50 15.00
0 ,‘H“i“‘m‘”“‘ww‘ bk t022 2081 28LU Tnsu o 83.10  94.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15684: 5-Methyl-1-heptanol
55.0
83.0
5000 T

T
14.50 15.00
m/z 43.10 71.70%

27.0
’\‘!‘\\“‘L‘\\"\‘\“\‘\“!\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7650: 3-Hexene, 2,2-dimethyl-, (Z)-
55.0

7
83.0 14.50 15.00
5000 m/z 41.10 44.12%

o

‘ 112.0
\‘ \“ al ‘

m/z--> 20 40 60 80 100120140160180200220240260280

o

=

Abundance #7525: 3-Ethyl-2-hexene — —

53.0 14.50 15.00

m/z 69.10 42.97%
5000
83.0
112.0
27.0 ‘

m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011123\

: VY012156.D

: 11 Jan 2023 12:28

: KP/MD

. 01e61-01

: 5.01g/5.0mL/MSVOA_Y/SOIL

: 9

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.M
: SW846 8260

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 unknownl4.964 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.964 199.14 ug/1 1424300 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-3-Decene 140 C10OH20 019150-21-1 47
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 38
3 4-Octene, (E)- 112 C8H16 014850-23-8 35
4 3-Heptene, 2-methyl- 112 C8H16 017618-76-7 35
5 1-Hexene-3,5-dione 112 C6H802 052204-69-0 30
Abundance Scan 2156 (14.964 min): VY012156.D\data.ms (-2152) (- | m/z 69.10 100.00%
69.1
43.1
5000 971
——
Il H 25.2 1453 15.00
bl el Ml 11252 14531640y, 57 19 85.98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20652: trans-3-Decene
41.0
69.0
5000 T
15.00
m/z 55.10 69.36%
970 140.0
0150 \\“‘H\‘\\\“‘\\H\‘\\\\‘\H\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #13258: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0 —
15.00
5000 41.0 m/Z 56.10 65.80%
NEES TN YN O
m/z--> 20 40 60 80 100 120 140 160
Abundance #7504: 4-Octene, (E)- —
55.0 15.00
m/z 43.10 64.18%
5000
83.0 112.0
N
0““‘LM‘ML‘HM“MM‘V\“““N“““““‘,“‘ —
m/z--> 20 40 60 80 100 120 140 160 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011123\
Data File : VY@012156.D

Acqg On : 11 Jan 2023 12:28
Operator : KP/MD

Sample : 01061-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.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 1-Hexene, 3,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.038 157.38 ug/1 1125630 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 58
2 4-Octene, (Z)- 112 C8H16 007642-15-1 58
3 Cyclooctane, 1,4-dimethyl-, trans- 140 C10H20 013151-98-9 53
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 52
5 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 50
Abundance Scan 2168 (15.037 min): VY012156.D\data.ms (-2163) (- m/z 55.10 100.00%
55.1
5000 83.1 N\/\/\/\/\/\/L
112.1
T \
‘ ‘ 146.1 15.00
bl Ml gl (1401 18432081 ., 69,19 59.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7604: 1-Hexene, 3,3-dimethyl-
69.0
41.0
5000 — :
15.00
m/z 70.10 55.63%
97.0
O \]_\5\“0\‘\‘\\"“\\\‘“\w‘\\‘h‘\\\“\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7502: 4-Octene, (2)-
55.0
15.00
5000 m/z 41.10 50.75%
112.0
27.0 83.0
0 ,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20754: Cyclooctane, 1,4-dimethyl-, trans- —— :
55.0 15.00
m/z 57.10 48.81%
5000 83.0
29.0 1250
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_Y\Data\VY011123\
Data File : VY@012156.D

Acqg On : 11 Jan 2023 12:28
Operator : KP/MD

Sample : 01061-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.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 unknownl5.092 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.092  82.89 ug/l 592808 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 43
2 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 38
3 1-Octene 112 C8H16 000111-66-0 30
4 1-Decene 140 C1eH20 000872-05-9 25
5 2-Hexene, 3,5-dimethyl- 112 C8H16 003404-79-3 11
Abundance Scan 2177 (15.092 min): VY012156.D\data.ms (-2174) (| m/z 55.10 100.00%
55.1
97.1
5000
T \
H ‘ 1492169 1180.2 15.00
0l bl R S m/z 71.1@ 81.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13218: 2,4,4-Trimethyl-1-hexene
43.0 71.0
5000 — :
15.00
m/z 43.10 79.45%
97.0
L bl |, 1260
O\\\‘\\\\}\“i\“\‘\\\”“\\\\‘\\‘\\’\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #135264: Sulfurous acid, nonyl 2-propyl ester
43.0
T \
710 15.00 .
5000 m/z 41.10 71.67%
ol Ll eme 1270 4g0 1010
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7489: 1-Octene ——
43.0 70.0 15.00
m/z 70.10 66.69%
5000
112.0
0 15.0 \El-Q |
1 R AN B Ramann ——
m/z--> 20 40 60 80 100 120 140 160 180 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011123\
Data File : VY@012156.D

Acqg On : 11 Jan 2023 12:28
Operator : KP/MD

Sample : 01061-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.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 Cyclodecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.611  77.13 ug/1 551625 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodecane 140 C10H20 000293-96-9 94
2 1-Decanol 158 C10H220 000112-30-1 91
3 Cyclooctane, 1,4-dimethyl-, cis- 140 C1leH20 013151-99-0 90
4 Cyclooctane 112 C8H16 000292-64-8 87
5 3-Dodecene, (Z)- 168 C12H24 007239-23-8 86
Abundance Scan 2262 (15.611 min): VY012156.D\data.ms (-2255) (- | m/z 55.10 100.00%
55.1
83.1
5000
112.2 = L=
‘ H 145.2 15.50 16.00
Ol el ol b 20 1808 2071 hy7 70,10 90.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20643: Cyclodecane
55.0
5000 83.0 —T 7
29.0 15.50 16.00
1110 1400 m/z 69.10 83.60%
O' \\H‘\\‘H\‘\\\\1‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34584: 1-Decano
70.0
43.0 Lt M
15.50 16.00
m/z 56.10 78.72%
5000 97.0
oh19. ‘ “\ ) H 140.0
h \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20745: Cyclooctane, 1,4-dimethyl-, cis- —= —
55.0 15.50 16.00
m/z 41.10 77.79%
5000 83.0
29.0
112.0
0 B O - e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011123\
Data File : VY012156.D

Acqg On : 11 Jan 2023 12:28
Operator : KP/MD

Sample : 0le61-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.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|
Undecane 13.751 47.5 ug/l 339363 4 13.428 357608 50.0
2-Undecene, 4,5... 14.184 72.6 ug/l 519438 4 13.428 357608 50.0
Cyclooctane, me... 14.428 179.8 wug/l 1285930 4 13.428 357608 50.0
1,3-Cyclopentad... 14.672 43.9 ug/l 314288 4 13.428 357608 50.0
Cyclohexane, 1,... 14.861 97.9 ug/l 700197 4 13.428 357608 50.0
5-Methyl-1-hept... 14.897 59.2 ug/l 423087 4 13.428 357608 50.0
unknownl14.964 14.964 199.1 wug/l 1424300 4 13.428 357608 50.0
1-Hexene, 3,3-d... 15.038 157.4 wug/l 1125630 4 13.428 357608 50.0
unknown15.092 15.092 82.9 ug/l 592808 4 13.428 357608 50.0
Cyclodecane 15.611 77.1 ug/l 551625 4 13.428 357608 50.0
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