LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092021\
Data File : VY006097.D

Acqg On : 20 Sep 2021 15:32
Operator : SY/MD

Sample : M3797-07

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS Vvial : 13  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\82Y091421S.M

Title : SW846 8260

Signal : TIC: VY@06097.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.722 465 476 494 rBV3 23023 75003 1.59% 0.127%
2 6.990 837 848 863 rBV2 13578 50786 1.08% 0.086%
3 7.728 958 969 974 rBvV 112146 265020 5.61% 0.448%
4 7.795 974 980 993 rVB 174370 390401 8.26% 0.660%
5 8.149 1022 1038 1047 rBV2 126841 300917 6.37% 0.509%
6 8.697 1119 1128 1141 rBV 303053 600304 12.71% 1.015%
7 10.185 1364 1372 1383 rBV 494331 866125 18.33% 1.464%
8 10.691 1449 1455 1464 rBV 222078 379733 8.04% 0.642%
9 11.093 1516 1521 1526 rVB2 30493 52255 1.11% 0.088%
10 11.282 1544 1552 1563 rVB6 61051 178785 3.78% 0.302%
11 11.380 1563 1568 1573 rBV 63138 100641 2.13% 0.170%
12 11.489 1581 1586 1592 rBV 429269 698215 14.78% 1.180%
13 11.672 1612 1616 1619 rBV3 38366 69864 1.48% 0.118%
14 11.715 1619 1623 1625 rBV2 62216 90292 1.91% 0.153%
15 11.782 1631 1634 1639 rVB2 66609 103997 2.20% 0.176%
16 11.928 1654 1658 1663 rVB2 35467 56766 1.20% 0.096%
17 12.008 1663 1671 1677 rBV3 163637 411528 8.71% 0.696%
18 12.123 1686 1690 1694 rVB 209416 283847 6.01% 0.480%
19 12.203 1699 1703 1705 rBV2 114489 172639 3.65% 0.292%
20 12.239 1705 1709 1714 rVB3 183560 358052 7.58% 0.605%
21 12.337 1719 1725 1729 rBV2 207992 443355  9.39% 0.749%
22 12.416 1735 1738 1740 rBV 131202 138105 2.92% 0.233%
23 12.4406 1740 1742 1745 rVB 151511 158569 3.36% 0.268%
24 12.483 1745 1749 1753 rBV2 339506 532793 11.28% 0.901%
25 12.526 1753 1756 1760 rVB 222411 278237 5.89% 0.470%
26 12.575 1760 1764 1769 rBV4 92108 149474 3.16% 0.253%
27 12.648 1772 1776 1782 rVB4 171125 327362 6.93% 0.553%
28 12.721 1782 1788 1793 rBV5 138393 344896 7.30% 0.583%
29 12.806 1793 1802 1807 rBV3 944428 1870116 39.59% 3.161%
30 12.861 1807 1811 1816 rVB2 233419 360529 7.63% 0.609%

31 12.953 1822 1826 1829 rBv2 218182 299783
32 13.007 1829 1835 1837 rBV3 247525 420742  8.91%
33 13.038 1837 1840 1847 rVB 932998 1408524 29.82%
34 13.105 1847 1851 1855 rBV2 173417 286285
35 13.166 1857 1861 1866 rBV 263626 442615 9.37%
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36 13.221 1867 18760 1878 rVB5 319919 707551 14.98% 1.196%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092021\
Data File : VY006097.D

Acqg On : 20 Sep 2021 15:32
Operator : SY/MD

Sample : M3797-07

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS Vvial : 13  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\82Y091421S.M
Title : SW846 8260
37 13.318 1878 1886 1890 rBV5 778994 1778955 37.66% 3.007%
38 13.361 1890 1893 1897 rVvVv3 640908 971557 20.57% 1.642%
39 13.398 1897 1899 1901 rVvV 424007 506336 10.72% 0.856%
40 13.428 1901 1904 1913 rVV3 757015 1231331 26.07% 2.081%
41 13.501 1913 1916 1920 rVV2 614161 756206 16.01% 1.278%
42 13.672 1939 1944 1951 rBV2 325145 621972 13.17% 1.051%
43 13.751 1951 1957 1961 rBV2 2687208 4250784 89.98% 7.184%
44 13.794 1961 1964 1968 rVB2 446971 694535 14.70% 1.174%
45 13.916 1979 1984 1989 rBv4 782910 1588009 33.62% 2.684%
46 13.971 1990 1993 1997 rVvV 673271 958734 20.29% 1.620%
47 14.013 1997 2000 2006 rVB 853442 1264184 26.76% 2.137%
48 14.080 2006 2011 2015 rBV3 818370 1346342 28.50% 2.276%
49 14.141 2016 2021 2027 rBV5 648356 1370806 29.02% 2.317%
50 14.196 2027 2030 2033 rBV3 336035 506997 10.73% 0.857%
51 14.257 2033 2040 2046 rVV7 1854842 4724033 100.00% 7.984%
52 14.318 2046 2050 2056 rVB4 609808 1013747 21.46% 1.713%
53 14.385 2056 2061 2064 rBV3 1003806 1506959 31.90% 2.547%
54 14.422 2064 2067 2071 rVB2 1025031 1384731 29.31% 2.340%
55 14.477 2072 2076 2081 rBV5 491195 802904 17.00% 1.357%
56 14.611 2094 2098 2103 rVB 1851193 2427349 51.38% 4.103%
57 14.684 2104 2110 2114 rVV4 1139553 2287477 48.42%  3.866%
58 14.733 2114 2118 2125 rVB2 2041448 3377205 71.49% 5.708%
59 14.940 2149 2152 2156 rVB4 553729 793765 16.80% 1.342%
60 15.050 2165 2170 2175 rBV5 412759 999762 21.16% 1.690%

61 15.214 2191 2197 2201 rBV 1064401 1816185 38.45% 3.070%
62 15.348 2215 2219 2229 rVB10 464563 1351539 28.61% 2.284%
63 15.434 2229 2233 2241 rVB2 824641 1463772 30.99% 2.474%

64 15.513 2242 2246 2247 rBv4 217661 304808 6.45% ©.515%
65 15.605 2256 2261 2267 rVB4 475755 926201 19.61% 1.565%
66 15.726 2278 2281 2288 rVB5 355252 663117 14.04% 1.121%
67 16.031 2325 2331 2336 rVB5 316952 703120 14.88% 1.188%
68 16.159 2347 2352 2357 rVV2 235896 403113 8.53% 0.681%
69 16.226 2359 2363 2370 rVB2 285817 537642 11.38%  0.909%
70 16.360 2382 2385 2389 rVB 116896 157911 3.34% 0.267%

Sum of corrected areas: 59166194
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
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500000

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092021\

: VY006097.D

: 20 Sep 2021 15:32

: SY/MD

: M3797-07

: 5.01G/5ML/MSVOA_Y/SOIL
: 13

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
: SW846 8260

: C:\Database\NIST20.L
LSCINT.P

TIC: VY006097.D\data.ms

4,722

0
Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

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
TIC: VY006097.D\data.ms

10.185 11.489

10.691

A

6 990

11. 09312828 11]6 3

0
Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

9.00 9.50 10.00 10.50
TIC: VY006097.D\data.ms

13.p51 14.733

14257 1461

T
7. 00 11.00 11 50

1443482 15.214

4684
I
4338 477 14. 6%5 15.434
I 15.345
6 15.605
l“l ‘ k 45, 26

13.038 13428 13 79
12.806 123303 501 |
l ‘ 1404 a1
12,483 03

Y 'EWWW gt ‘
0

Time-->

82Y091421S .M

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 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092021\
Data File : VY006097.D

Acqg On : 20 Sep 2021 15:32
Operator : SY/MD

Sample : M3797-07

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Heptane, 3,3,5-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.038 57.20 ug/l 1408520 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 78
2 Decane, 4-methyl- 156 C11H24 002847-72-5 74
3 Octane, 3,3-dimethyl- 142 C1leH22 004110-44-5 72
4 Heptane, 5-ethyl-2-methyl- 142 C1OH22 013475-78-0 64
5 Undecane, 4-methyl- 170 C12H26 002980-69-0 59

Abundance Scan 1840 (13.038 min): VY006097.D\data.ms (-1837) (- m/z 43.10 100.00%
1

43.1 71.
5000
T \
‘ 113.2 13.00
0 ‘H,‘H‘Hmm!‘,‘h‘ln“uh‘1_m”wmH‘%5”6"%”““2‘?‘5‘-““_”‘?99-5 m/z 71.10  95.46%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #22125: Heptane, 3,3,5-trimethyl-
71.0
5000 4.0 T \
13.00
113.0 m/z 57.10  75.94%
O]\.?\.’O\L\‘\\‘i“\\\“1"\\‘1\“\‘\H‘\\}‘\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140 160 180 200 220240260
Abundance #33090: Decane, 4-methyl-
43.0
71.0 T \
13.00
5000 ITI/Z 41.10 46.90%
‘ ‘ 112.0
0 ‘H,“HJ“HH‘,‘u:wH_‘1“‘HH_1‘5”6"9”_wawww
m/z--> 20 40 60 80 100120140 160 180 200 220240260
Abundance #22100: Octane, 3,3-dimethyl- 7 ‘
43.0 71.0 13.00
m/z 70.10 39.49%
5000
‘ 113.0
0 ‘H,m“Nm41‘,‘J!wJ‘H_m‘wHH_HwHHwwwwww L
m/z--> 20 40 60 80 100120140160 180200220240 260 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092021\
Data File : VY006097.D

Acqg On : 20 Sep 2021 15:32
Operator : SY/MD

Sample : M3797-07

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Carbonic acid, prop-1-en-2-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.751 172.61 ug/l 4250780 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 52
2 Carbonic acid, decyl prop-1-en-2... 242 C14H2603 1000382-90-5 52
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 52
4 Undecane 156 C11H24 001120-21-4 49
5 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 46

Abundance Scan 1957 (13.751 min): VY006097.D\data.ms (-1951) (-  m/z 57.10 100.00%
57.1

5000
85.1

.

138.2
‘ 13.50 14.00

| 1
ol b L322 | aee210322028 205 VU 1e ey 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0

2

5000
13.50 14.00

260 85.0 m/z 41.18  64.54%

“ ‘ ‘h ‘h‘ 1110 15401820  227.0

‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance  #125959: Carbonic acid, decyl prop-1-en-2-yl ester

43.0

o

s

13.50 14.00
5000 m/z 71.10  44.57%

71.0
97.0
H‘ H\ H |}, 1400 185.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0 13.50 14.00

m/z 55.10 42.44%

o

3

5000
85.0

o L] H“ | 1110 140016801960  241.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.50 14.00

;

82Y091421S.M Tue Sep 21 09:24:48 2021 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092021\
Data File : VY006097.D

Acqg On : 20 Sep 2021 15:32
Operator : SY/MD

Sample : M3797-07

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 2,6-Dimethyldecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.916 64.48 ug/l 1588010 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Dimethyldecane 170 C12H26 013150-81-7 76
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 76
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 74
4 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 72
5 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 50
Abundance Scan 1984 (13.916 min): VY006097.D\data.ms (-1979) (- m/z 57.10 100.00%
57.1
5000
85.2
——
119.1 14.00
154.2
o‘_mum 1w,“!w1”‘,\\‘“\‘,\\H\‘,m\‘\‘\\‘1\7\?12\\\2‘96'\2\‘” m/z 43.10  85.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45485: 2,6-Dimethyldecane
43.0
71.0
5000 T
14.00
113.0 m/z 41.10 51.75%
O\‘\“H\H}\\“"\‘\M}\’\‘\H”’H”\’\”\J\-‘}?\.(\)H%Z‘(\).RHH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45506: Decane, 3,6-dimethyl-
57.0
——
14.00
m/z 71.10 49.85%
5000 850
29'0‘ 113.0
7 141.0
ob b L T e a0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45488: Undecane, 5-methyl- —
43.0 14.00
m/z 55.10 35.74%
5000 71.0
112.0
O et e 1410 1700 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092021\
Data File : VY006097.D

Acqg On : 20 Sep 2021 15:32
Operator : SY/MD

Sample : M3797-07

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Naphthalene, decahydro-2-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

14.257 191.83 ug/l 4724030 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 93
3 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 70
4 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 62
5 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 58

Abundance Scan 2040 (14 257 min): VY006097.D\data.ms (-2033) (- m/z 81.10 100.00%

411| 831 152.2
5000

| H H)'l | 14.00 14.50

O LM b L 2050 24922810 n/; 55,10 96.09%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29507 Naphthalene, decahydro-2-methyl-
410 810 152.0

5000

14 00 14 50
m/z 67.10 85.61%

‘ 110.0
\’\\‘\\H‘\ \‘}‘1“\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29490: trans-Decalin, 2-methyl-
81.0
210 1520 14 00 14 50
110.0

L

m/z--> 20 40 60 80 100120140160180200220240260280

o

0
Abundance #29500: Decalin, anti-1-methyl-, cis-
41.0 ,81.0 14 00 14 50
m/z 152.20 83.56%
5000 152.0
L Ee
ISH 6 60 ) 1 0 P O ——— —rs RAS
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092021\
Data File : VY006097.D

Acqg On : 20 Sep 2021 15:32
Operator : SY/MD

Sample : M3797-07

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknownl4.385 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.385 61.19 ug/l 1506960 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 45
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 38
3 5-Ethyldecane 170 C12H26 017302-36-2 30
4 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 27
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 25
Abundance Scan 2061 (14.385 min): VY006097.D\data.ms (-2056) (-  m/z 57.10 100.00%
57.1
5000 119.1
85.1
148.2 2 i
| ‘ 14.00 14.50
obo Al J1] 178120522321200: /s 110,10 s0.12%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #45490: Undecane, 3-methyl-
57.0
5000 T
85.0 14.00 14:50
29.0 m/z 41.10 48.96%
141.0
ol b4 4120 | 1700
\H’HH‘H\‘HH‘\H\‘\H\‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #45512: Decane, 3,8-dimethyl-
57.0
— ——
14.00 14.50
5000 85.0 m/z 43.10  43.52%
113.0141.0
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #45482: 5-Ethyldecane o 1
57.0 14.00 14.50
m/z 71.10 38.42%
5000
880 140.0
oo b L 1700 Wl B
m/z--> 20 40 60 80 100120140160 180200220240 260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092021\
Data File : VY006097.D

Acqg On : 20 Sep 2021 15:32
Operator : SY/MD

Sample : M3797-07

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.611 98.57 ug/l 2427350 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 81
2 Undecane 156 C11H24 001120-21-4 72
3 Tetradecane 198 C14H30 000629-59-4 72
4 Tridecane 184 C13H28 000629-50-5 64
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64

Abundance Scan 2098 (14.611 min): VY006097.D\data.ms (-2094) (-  m/z 57.10 100.00%
57.1

. wMJU\W
119.1 — —
| h | ‘ 1702 14.50 15.00
ol dere .l 7720332341 2810 ., 4310  86.86%
miz--> 50 100 150 200 250
Abundance #45478: Dodecane
57.0
5000 —— ——
14.50 15.00
m/z 71.10 54.83%
27,0 98.0 170.0
0 \“\ ‘\“‘”H‘\ ‘!‘ \“‘\ H‘ N \;74\09\ 1 LA B B B B
m/z--> 50 100 150 200 250
Abundance #33080: Undecane
57.0
—— —
14.50 15.00
5000 m/z 41.10 49.12%
27‘-0“ ‘ 98.0 156.0
I 0 O e
miz--> 50 100 150 200 250
Abundance #74006: Tetradecane T —
57.0 14.50 15.00
m/z 85.10 31.51%
5000
27,0
L% ame s
ol b S T — e
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092021\
Data File : VY006097.D

Acqg On : 20 Sep 2021 15:32
Operator : SY/MD

Sample : M3797-07

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 1-Phenyl-1-butene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.684 92.89 ug/l 2287480 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 68
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 59
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 56
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 53
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 53

Abundance Scan 2110 (14.684 min): VY006097.D\data.ms (-2104) (-  m/z 97.10 100.00%

55.1 97.1
5000
32.1

RT s e st
\H’\\Hiu“\‘\“‘”\‘\ “u‘l‘ “JH”\ ““Hm“‘\1\\‘\\\\‘\\\\‘\2\\:‘78‘\4”‘\\2\5\? m/z 117 10 94 98%

m/z--> 20 40 60 80 100 120140160 180 200 220 240 260
Abundance #16107: 1-Phenyl-1-butene
117.0

5000
14 50 15 00
m/z 55.10 90.18%

39.0 770‘
”W‘”w‘wwh”m‘Mww”wWMW”‘W”‘W”‘W”‘W”‘W”‘W”
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #16113: 2,4-Dimethylstyrene
117.0

o

o

14 50 15 00
39.0
‘ 77.0 ‘
ok bbb bt
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 14 50 15 00

m/z 119.10  45.88%

5000
51.0 ‘
15. 0\ \‘H I \H‘ % 1 “ \H ‘

m/z--> 20 40 60 80 100120140160 180200220240 260 14 50 15 00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092021\
Data File : VY006097.D

Acqg On : 20 Sep 2021 15:32
Operator : SY/MD

Sample : M3797-07

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Undecane, 3,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.733 137.14 ug/l 3377210 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 60
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 55
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 42
4 Heptane, 3-ethyl-5-methyl- 142 C1OH22 052896-90-9 41
5 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 38

Abundance Scan 2118 (14.733 min): VY006097.D\data.ms (-2114) (- m/z 57.10 100.00%

57.1
5000
119.1
—— —
H H\ 166.2 14.50 15.00
bbb Al b L2071 2600 o431 46.63%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
5000 —— S
14.50 15.00
29.0 650 m/z 71.10 43.98%
1130 1550
OHH’H‘H’H\‘!’\\‘H‘\‘H\”‘\\}‘\‘\H\‘\H‘\‘\\\178‘\4’\9‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
— —
14.50 15.00
5000 m/z 41.10 41.13%
290 98.0
Obrepe bbb 14101600
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #59066: Undecane, 2,5-dimethyl- — —
57.0 14.50 15.00
m/z 55.10 28.71%
- /\M/\/\JW\WM
290‘
oHH,‘u‘m,m‘\1,‘u‘wm\_‘lu_‘1““%9‘1‘99‘?”"_m_ww_‘ S S
m/z--> 20 40 60 80 100120140160180200220240260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092021\
Data File : VY006097.D

Acqg On : 20 Sep 2021 15:32
Operator : SY/MD

Sample : M3797-07

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Sulfurous acid, 2-ethylhexy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.214 73.75 ug/1 1816190 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 72
2 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 64
3 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64
4 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 58
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 53

Abundance Scan 2197 (15.214 min): VY006097.D\data.ms (-2191) (-  m/z 57.10 100.00%
57.1

?

5000
‘ 85‘ 1‘ ‘ 182.3 ) 15.00 15.50
o,‘HWMuumhwhhw‘MW‘H_Humuw‘uw%?ﬁﬁu_‘u_ﬁgﬁr m/z 71.10  73.98%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
5000 —— S
15.00 15.50
m/z 43.10 60.36%
29.0‘ ‘ 87-0 113.0 /
O ’\‘\‘\\“‘\\\\‘“}\h}\“\\\\‘\\1‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #312401: Sulfurous acid, 2-ethylhexyl hexadecyl ester
57.0

-

15.00 15.50
5000 m/z 41.10 37.64%

113.0

85.0
29.0
\‘ 1l “\ \h\ \H \“ 141. 01690 2250

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester
57.0 15.00 15.50

m/z 56.10  26.23%

o

5

5000

8501130
\ | H\ “ 1l 141 0

0 MH‘_‘H‘HH‘H‘W‘HW‘H‘_‘H_‘H‘H‘WH‘W‘H‘_H‘_‘H‘H
miz—> 20 40 60 80 100120140160 180200220 240260280 15.00 15.50

290‘

-
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092021\
Data File : VY006097.D

Acqg On : 20 Sep 2021 15:32
Operator : SY/MD

Sample : M3797-07

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.434 59.44 ug/l 1463770 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Tetradecane 198 C14H30 000629-59-4 64
3 Hexadecane 226 C16H34 000544-76-3 52
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 50
5 1-Iodo-2-methylnonane 268 C10OH21I 1000101-47-9 50

Abundance Scan 2233 (15.434 min): VY006097.D\data.ms (-2229) (- m/z 57.10 100.00%
57.1

5000
85.1
119.1 T
Ll 2 ,
om,w“‘mm‘N‘wmw‘wJ‘H_Hw%?ﬁ?”%?%%?“??r m/z 43.10 88.11%
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #59028: Tridecane
57.0
5000 85.0 ]
15.50
29.0 m/z 71.10 56.48%
“‘ H | | 1201410 1840
O\H’\H\‘}\\‘\‘HH‘\H\‘\H\‘\‘\\\‘HH‘\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #74006: Tetradecane
57.0
——
15.50
5000 ITI/Z 41.10 50.04%
85.0
29.0
Oyl A [115:0141.0169.0 196.0
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #107218: Hexadecane —
57.0 15.50
m/z 85.10 35.23%
5000
85.0
29.0
0 ‘\ “ i H‘ 113.0141.0169.0197.0 226.0
et e e e e e e e e e —
m/z--> 20 40 60 80 100120140160 180200220240 260 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092021\
Data File : VY006097.D

Acqg On : 20 Sep 2021 15:32
Operator : SY/MD

Sample : M3797-07

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.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, 3,3,5-... 13.038 57.2 ug/l 1408520 4 13.428 1231330 50.0
Carbonic acid, ... 13.751 172.6 ug/l 4250780 4 13.428 1231330 50.0
2,6-Dimethyldecane 13.916 64.5 ug/l 1588010 4 13.428 1231330 50.0
Naphthalene, de... 14.257 191.8 ug/l 4724030 4 13.428 1231330 50.0
unknown14. 385 14.385 61.2 ug/l 1506960 4 13.428 1231330 50.0
Dodecane 14.611 98.6 wug/l 2427350 4 13.428 1231330 50.0
1-Phenyl-1-butene 14.684 92.9 wug/l 2287480 4 13.428 1231330 50.0
Undecane, 3,6-d... 14.733 137.1 ug/l 3377210 4 13.428 1231330 50.0
Sulfurous acid,... 15.214 73.8 ug/l 1816190 4 13.428 1231330 50.0
Tridecane 15.434 59.4 ug/l 1463770 4 13.428 1231330 50.0
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