LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY006550.D

Acqg On : 01 Nov 2021 14:10
Operator : SY/MD

Sample : M4341-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 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\82Y102221S.M

Title : SW846 8260

Signal : TIC: VY@06550.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 8.691 1119 1127 1136 rBV 123318 241161 1.06% 0.139%
2 10.179 1364 1371 1385 rVB 281117 551011 2.42% 0.318%
3 10.368 1394 1402 1410 rVB 127327 243425 1.07% 0.141%
4 11.093 1515 1521 1526 rVB 263710 454466  2.00% 0.263%
5 11.203 1533 1539 1543 rBV2 133295 241245 1.06% 0.139%
6 11.282 1543 1552 1562 rVB4 342419 971620 4.28% 0.561%
7 11.380 1562 1568 1573 rBV 282643 445990 1.96% 0.258%
8 11.490 1580 1586 1591 rBV 174811 295705 1.30% 0.171%
9 11.679 1612 1617 1618 rVvV2 154371 235890 1.04% 0.136%
10 11.709 1618 1622 1631 rVV2 747326 1629476 7.17% 0.942%
11 11.776 1631 1633 1639 rVB2 160726 237902 1.05% 0.137%
12 11.929 1654 1658 1663 rVB2 144564 234484 1.03% 0.135%
13 12.008 1663 1671 1677 rBV5 606205 1448417 6.37% 0.837%
14 12.124 1686 1690 1694 rVB 782851 1101716 4.85% 0.637%
15 12.203 1694 1703 1705 rBv4 572959 1091464 4.80% 0.631%
16 12.233 1705 1708 1714 rVB3 926358 1595608 7.02% 0.922%
17 12.386 1725 1733 1735 rBV7 381739 971890 4.28% 0.562%
18 12.416 1735 1738 1740 rVW 606066 823684 3.62% 0.476%
19 12.441 1740 1742 1746 rVB 756485 849463 3.74% 0.491%
20 12.489 1746 1750 1752 rBv4 232912 347026 1.53% 0.201%
21 12.526 1752 1756 1760 rVB 708190 905461 3.98% 0©.523%
22 12.575 1760 1764 1768 rBV3 260432 423361 1.86% 0.245%
23 12.642 1771 1775 1782 rVB3 966566 1856270 8.17% 1.073%
24 12.733 1782 1790 1794 rBV5 769625 1844000 8.11% 1.066%
25 12.806 1794 1802 1808 rBV2 6465414 10412593 45.82% 6.017%
26 12.916 1816 1820 1822 rBV4 238406 374824 1.65% 0.217%
27 12.953 1822 1826 1830 rVV2 1102693 1918019 8.44% 1.108%
28 13.008 1830 1835 1837 rVV2 1101613 2109559 9.28% 1.219%
29 13.044 1837 1841 1847 rVV 4087704 6649871 29.26% 3.842%
30 13.111 1847 1852 1858 rVV3 1024598 2480765 10.92% 1.433%

31 13.166 1858 1861 1866 rVV 1152734 2037454  8.96%
32 13.227 1867 1871 1878 rVB4 1231414 2739212 12.05%
33 13.319 1878 1886 1890 rBV5 2110565 4881797 21.48%
34 13.361 1890 1893 1897 rVV2 2396866 3849729 16.94%
35 13.398 1897 1899 1902 rVV 1707103 2265501  9.97%

P NNR R
00
N
=
B

36 13.434 1902 1905 1912 rVB3 2009172 3054360 13.44% 1.765%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY006550.D

Acqg On : 01 Nov 2021 14:10
Operator : SY/MD

Sample : M4341-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 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\82Y102221S.M
Title : SW846 8260

37 13.501 1912 1916 1921 rBV2 2110409 2761339 12.15% 1.596%
38 13.568 1923 1927 1931 rVv4 775819 1156058 5.09% ©0.668%
39 13.666 1940 1943 1946 rBV2 509497 870008 3.83% 0.503%
40 13.751 1951 1957 1962 rVV 14540100 22727082 100.00% 13.132%

41 13.800 1962 1965 1971 rVV5 1674839 4440460 19.54%  2.566%
42 13.861 1972 1975 1979 rVV4 1795898 3842830 16.91%  2.220%
43 13.916 1980 1984 1990 rVV4 2759650 6490404 28.56% 3.750%
44 13.971 1990 1993 1997 rVV 2124571 3531015 15.54% 2.040%
45 14.014 1997 2000 2006 rVB 2012715 3089737 13.59% 1.785%
46 14.081 2006 2011 2015 rBV3 1839734 2916629 12.83% 1.685%
47 14.148 2016 2022 2027 rBV5 1542481 3114789 13.71%  1.800%
48 14.202 2027 2031 2033 rBv4 845894 1216438 5.35% ©.703%
49 14.257 2033 2040 2046 rVV7 4629246 11604877 51.06% 6.706%
50 14.318 2046 2050 2056 rVB3 1931628 3150150 13.86%  1.820%
51 14.385 2056 2061 2064 rBv4 1971802 2893970 12.73% 1.672%
52 14.422 2064 2067 2072 rVB2 3119697 4098453 18.03% 2.368%
53 14.477 2072 2076 2081 rBv4 1016708 1628071 7.16% 0.941%
54 14.611 2094 2098 2103 rVB 6584915 8482192 37.32%  4.901%
55 14.684 2105 2110 2114 rVV5 1965390 3863169 17.00%  2.232%
56 14.733 2114 2118 2124 rVB2 4018281 6234438 27.43% 3.602%
57 14.849 2134 2137 2145 rVB5 1145859 2459076 10.82% 1.421%
58 14.940 2149 2152 2156 rVB4 1129537 1631978 7.18% ©.943%
59 15.050 2165 2176 2174 rBV7 651965 1380550 6.07% 0.798%
60 15.215 2192 2197 2202 rBV2 1699130 2787744 12.27% 1.611%
61 15.434 2230 2233 2241 rVB2 1521247 2638292 11.61% 1.524%
62 15.605 2257 2261 2268 rVB3 847612 1632658 7.18% ©0.943%

63 16.476 2400 2404 2419 rVB3 183598 606687 2.67% ©.351%

Sum of corrected areas: 173063513
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY006550.D

Acqg On : 01 Nov 2021 14:10
Operator : SY/MD

Sample : M4341-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.M
Quant Title : SW846 8260

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

Abundance TIC: VY006550.D\data.ms
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1.2e+07
1le+07
8000000
6000000
4000000

2000000
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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: VY006550.D\data.ms

1.4e+07
1.2e+07
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8000000
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Abundance TIC: VY006550.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY006550.D

Acqg On : 01 Nov 2021 14:10
Operator : SY/MD

Sample : M4341-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Decane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.282 164.29 ug/l 971620 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 59
2 Octane, 2-methyl- 128 C9H20 003221-61-2 58
3 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 53
4 Octane 114 C8H18 000111-65-9 50
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 47
Abundance Scan 1552 (11.282 min): VY006550.D\data.ms (-1543) (-  m/z 43.10 100.00%
3.1
85.1 ety
| H h H 126.2 st 11.00 150
\H‘H\\HH“\"\‘H‘\"\\H‘H”\‘\‘\‘\\‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘\.\. m/Z 41.10 59.084
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22068: Decane
43.0
5000 Sial e
11.00 11.50
850 m/z 57.10  41.80%
\H‘\‘}‘\\“‘}H‘!"H“\\’1‘\\\”‘H\‘\‘\\]\-\4.‘%\.(\)\‘\\\\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14530: Octane, 2-methyl-
43.0
11.00 11.50
5000 m/z 71.10 33.00%
85.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester
43.0 11.00 11.50
m/z 55.10 26.65%
5000
‘ 85.0
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY006550.D

Acqg On : 01 Nov 2021 14:10
Operator : SY/MD

Sample : M4341-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Nonane, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.124 186.29 ug/l 1101720  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
3 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 87
4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 64
5 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 64

Abundance Scan 1690 (12.124 min): VY006550.D\data.ms (-1686) (-  m/z 57.10 100.00%
57.1

— —
g5 1182 Lioa 12.00 12,50
ol el 1422 s 71010 58.31%
miz--> 20 40 60 80 100 120 140
Abundance #22077: Nonane, 3-methyl-
57.0
5000 A~ A
0 12.00 12.50
4l ao m/z 43.10 56.83%
85.0 '
miz--> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
57.0
— —
41.0 12.00 12.50
5000 m/z 41.10  40.96%
113.0
‘ ‘ 85.0 ‘
wso || Il b T w0
miz--> 20 40 60 80 100 120 140
Abundance #22095: Octane, 3,6-dimethyl- — —
57.0 12.00 12.50
m/z 56.10 33.55%
5000
41.0
113.0
ZG-L e B 1420 Wy
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY006550.D

Acqg On : 01 Nov 2021 14:10
Operator : SY/MD

Sample : M4341-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 unknownl12.203 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.203 184.55 ug/l 1091460  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 38
2 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 30
3 Octane, 3,5-dimethyl- 142 C1leH22 015869-93-9 30
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 30
5 2-Hexen-1-o0l, (Z)- 100 C6H120 000928-94-9 30
Abundance Scan 1703 (12.203 min): VY006550.D\data.ms (-1694) (-  m/z 57.10 100.00%
57.1
1200 1250
1132 1402 : :
ol L A2 2070 7 43,10 70.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4299: 3-Hexen-1-ol, (E)-
41.0
5000 . ——
67.0 12.00 12.50
‘ m/z 41.10 64.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22095: Octane, 3,6-dimethyl-
57.0
—— —
12.00 12.50
5000 m/z 71.10 57.80%
29.0
113.0
e ek 1420
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22105: Octane, 3,5-dimethyl- S —
57.0 12.00 12.50
m/z 55.10 51.41%
5000
29.0
85.0
113.0
1420 A
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY006550.D

Acqg On : 01 Nov 2021 14:10
Operator : SY/MD

Sample : M4341-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Heptane, 4-(1-methylethyl)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.233 269.80 ug/l 1595610 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 72
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 64
3 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 59
4 1,3,2-Dioxaborolane, 4,4-dimethy... 142 C6H11B03 1000063-89-2 53
5 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 50

Abundance Scan 1708 (12.233 min): VY006550.D\data.ms (-1705) (-  m/z 57.10 100.00%
5

7.1
5000
411 98.2
P e
H 126.2 12.00 12.50
L B0y 12621423 0 43 10 46.21%
miz--> 20 40 60 80 100 120 140
Abundance #22132: Heptane, 4-(1-methylethyl)-
57.0
5000 1200 1250
41)0 : ! o
98.0 m/z 41.10  35.96%
T \].\5‘\.? T H\ \“‘\ T \“!“ T \“‘\7\7.‘0\ L \“ \]\-]\.4\.(‘)\ T \]\-4‘.2\.0\\
miz--> 20 40 60 80 100 120 140
Abundance #22131: Heptane, 3-ethyl-2-methyl-
57.0
e e
12.00 12.50
5000 ITI/Z 98.15 35.26%
41,0 98.0
25,0 m M\ 1179.9 “ 114.0 142.0
e L e e =
miz--> 20 40 60 80 100 120 140
Abundance #60437: Carbonic acid, heptyl vinyl ester e —
57.0 12.00 12.50
m/z 56.10 20.07%
5000
4110
‘ 98.0
S N Y- PR Y T B V1A i i
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY006550.D

Acqg On : 01 Nov 2021 14:10
Operator : SY/MD

Sample : M4341-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Nonane, 5-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.386 164.33 ug/l 971890  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 5-methyl- 142 C1eH22 015869-85-9 74
2 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 64
3 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 59
4 Octane, 4-methyl- 128 C9H20 002216-34-4 59
5 Oxalic acid, diisohexyl ester 258 C14H2604 1010309-32-9 59

Abundance Scan 1733 (12.386 min): VY006550.D\data.ms (-1725) (-  m/z 43.10 100.00%
43.1

- T M/\JL
Py ey
‘ 60.1 1252 pp 1200 1250
Ol 1092 L 1422 0 g5 a5 a7.27%
miz--> 20 40 60 80 100 120 140
Abundance #22075: Nonane, 5-methyl-
43.0
85.0
5000
12.00 12.50
‘ m/z 57.10 40.22%
27.0
T 1T ‘ \H\ \“‘H T \‘! ‘ \6?1\0\ ‘ \‘\ L ‘ \l\lle\o‘ T \]\_4‘2\0\\
miz--> 20 40 60 80 100 120 140
Abundance #14605: Pentane, 3-ethyl-2,4-dimethyl-
43.0
P —y
12.00 12.50
5000 85.0 m/z 84.10 34.73%
27.0 69.0
Lol Ll 11101280
““““ “““““ AR
miz--> 60 80 100 120 140
Abundance #14576:Hexane,24&34nnuﬂhyk 4 4
43.0 12.00 12.50
85.0 m/z 41.10 34.41%
5000
27.0 69 o
Ll 113.0
‘“““""“““““““““““““‘ S —
mlz--> 40 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY006550.D

Acqg On : 01 Nov 2021 14:10
Operator : SY/MD

Sample : M4341-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Nonane, 4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.416 139.28 ug/l 823684  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 80
2 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 @07154-79-2 59
3 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 59
4 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 47
5 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 45
Abundance Scan 1738 (12.416 min): VY006550.D\data.ms (-1735) (- m/z 57.10 100.00%
57.1
98.2 VIR
39 12.50
S { LS ) esiuaze ) 1 40.06%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22083: Nonane, 4-methyl-
57.0
5000 1
12.50
290 98.0 m/z 43.10 38.51%
\\\\‘\“\\‘\\\u'u‘\\‘\7\9‘.(\1\\\“‘\\\\‘\\\]\_4‘2\-\0\\‘\
miz-> 20 60 80 100 120 140 160
Abundance #14594: Pentane, 2,2,3,3-tetramethyl-
57.0
—
12.50
5000 m/Z 70.10 38.31%
29.0
‘ ‘ 99.0
w_\m_m‘_m”_m\_m_m_m_
miz--> 60 80 100 120 140 160
Abundance #22090: Octane, 2,5-dimethyl- e —
57.0 12.50
m/z 98.15 24.93%
5000
29.0 99.0
120 || “\ 7o, | 142.0
et P
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\

Data File : VY@06550.D

Acqg On : 01 Nov 2021 14:10
Operator : SY/MD

Sample : M4341-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Carbonic acid, decyl prop-1...

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.806 170.46 ug/l 10412600 1,4-Dichlorobenzene-d4  13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pecane 142 clem22 000124-18-5 94

2 Carbonic acid, decyl prop-1-en-2... 242 C14H2603
3 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403
4 Nonane 128 C9H20
5 Octane 114 C8H18

Abundance Scan 1802 (12.806 min): VY006550.D\data.ms (-1794) (-

1000382-90-5 86
1000382-53-9 72
000111-84-2 68
000111-65-9 64

m/z 43.10 100.00%

o

°

43.1
5000 711
= P
orl 1422 12.50 13.00
Lol d L, 12021922 4735
Ot ‘m‘*‘m“_“‘eui e e m/z 57.10 97.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22066: Decane
57.0
5000 1250 1300
85.0 : :
29.0 m/z 41.10 58.12%
LI L s w0
\\\‘\\\\‘}\\‘ ‘\\i\‘\\\\‘\\{\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance #125959. Carbonic acid, decyl prop-1-en-2-yl ester
43.0
— —
12.50 13.00
5000 m/z 71.10 39.82%
71.0
97.0
0 A o Y3
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester = T
43.0 12.50 13.00
m/z 55.10 38.01%
5000 71.0 M/J\W
97.0
A AL e
m/z--> 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY006550.D

Acqg On : 01 Nov 2021 14:10
Operator : SY/MD

Sample : M4341-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Oxirane, [(dodecyloxy)methyl]- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.751 372.04 ug/l 22727100 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 72
2 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 72
3 Undecane 156 C11H24 001120-21-4 68
4 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 64
5 Tetradecane 198 C14H30 000629-59-4 53

Abundance Scan 1957 (13.751 min): VY006550.D\data.ms (-1951) (-  m/z 57.10 100.00%
57.1
5000
85.1
e e
H WL \H ‘ 138.2 13.50 14.00
bbbl e | 2662 2071 2600 nm/z 43.10  89.53%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126240: Oxirane, [(dodecyloxy)methyl]-
57.0
5000 o —4
13.50 14.00
29.0 m/z 41.10 55.13%
Al 1250 166.0 197.0
\H‘HH[!H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #263801: Oxalic acid, allyl hexadecyl ester
41.0
e e
13.50 14.00
5000 m/z 71.18  46.93%
71.0
111.0
1990 o 26
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33078: Undecane T —
43.0 13.50 14.00
m/z 55.10 31.95%
B i MW\\A/
“ H‘\ \‘ \‘9%'0\127'015(\3'0
e e e e e e P P
m/z--> 20 40 60 80 100120140160180200220240260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06550.D

Acqg On : 01 Nov 2021 14:10

Operator : SY/MD

Sample : M4341-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Naphthalene, decahydro-2-me...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.257 189.97 ug/1 11604900 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 97
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 96
3 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 76
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 70
5 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 68

Abundance Scan 2040 (14 257 min): VY006550.D\data.ms (-2033) (-
1.1
41.1

152.2
5000
FOQl
T N 7Sy

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29507 Naphthalene, decahydro-2-methyl-
41.0 810 152.0

5000

09.0

\’HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #29490: trans-Decalin, 2-methyl-
81.0

41.0 152.0
5000
09.0
H ‘\‘ H\H
ARRRENRRRENR

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #29500: Decalin, anti-1-methyl-, cis-
41.0 81.0

5000 152.0
09.0
|

m/z 81.10 100.00%

:

14.00 14.50
m/z 55.10 87.98%

1

14.00 14.50
m/z 67.10 87.02%

o

14.00 14.50
m/z 41.10 83.60%

)

14.00 14.50
m/z 152.20  78.18%

m/z--> 20 40 60 80 100120140160180200220240260280
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY006550.D

Acqg On : 01 Nov 2021 14:10
Operator : SY/MD

Sample : M4341-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.611 138.85 ug/l 8482190 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Tetradecane 198 C14H30 000629-59-4 80
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 80
4 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 80
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 2098 (14.611 min): VY006550.D\data.ms (-2094) (-  m/z 57.10 100.00%
57.1

5000
85.1
—— —
1191 14.50 15.00
om_H“i‘wuw‘”puHwH_‘eu‘_lej'?‘?‘l‘?‘q‘z‘l‘?‘?‘?‘ m/z 43.10 87.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
5000 — ——
85.0 14.50 15.00
m/z 71.10 53.82%
29.0
L Ll | 120 1410 1700
\\\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
—— —
14.50 15.00
5000 m/Z 41.10 47 .54%
85.0
290
‘H“H"H“_“w"H“H“H“_“w“u“u“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59088: Decane, 2,3,5-trimethyl- — —
57.0 14.50 15.00
m/z 85.10 29.99%
5000 85.0
29.0 141.0
bl W L1180 1690 RAL LN
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY006550.D

Acqg On : 01 Nov 2021 14:10
Operator : SY/MD

Sample : M4341-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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|
Decane 11.282 164.3 ug/l 971620 3 11.490 295705 50.0
Nonane, 3-methyl- 12.124 186.3 ug/l 1101720 3 11.490 295705 50.0
unknown12.203 12.203 184.6 wug/l 1091460 3 11.490 295705 50.0
Heptane, 4-(1-m... 12.233 269.8 ug/l 1595610 3 11.490 295705 50.0
Nonane, 5-methyl- 12.386 164.3 ug/l 971890 3 11.490 295705 50.0
Nonane, 4-methyl- 12.416 139.3 ug/1 823684 3 11.490 295705 50.0
Carbonic acid, ... 12.806 170.5 ug/l 10412600 4 13.428 3054360 50.0
Oxirane, [(dode... 13.751 372.0 ug/l 22727100 4 13.428 3054360 50.0
Naphthalene, de... 14.257 190.0 ug/l 11604900 4 13.428 3054360 50.0
Dodecane 14.611 138.8 ug/l 8482190 4 13.428 3054360 50.0
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