LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91721\
Data File : VY006084.D

Acqg On : 17 Sep 2021 20:38
Operator : SY/MD

Sample : M3797-07

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS Vvial : 26 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: VY006084.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.229 62 67 76 rBV 11916 23126 1.03% ©0.083%
2 4.729 466 477 491 rBv3 8765 28262 1.25% 0.102%
3 6.984 838 847 857 rBV2 8383 27334 1.21% 0.099%
4 7.722 959 968 974 rBV 49118 115408 5.12% 0.416%
5 7.795 974 980 989 rVB 80873 175490 7.78% 0.633%
6 8.149 1023 1038 1046 rBvV2 55413 138182 6.13% 0.498%
7 8.691 1118 1127 1138 rBV 134137 265947 11.79%  ©.959%
8 10.185 1363 1372 1383 rBV 218314 390765 17.33% 1.410%
9 10.691 1449 1455 1465 rVB 62406 113164 5.02% 0.408%
10 11.093 1516 1521 1526 rVB 14134 24582 1.09% 0.089%
11 11.282 1543 1552 1563 rVB4 30204 94576  4.19% 0.341%
12 11.380 1563 1568 1573 rBV2 29994 48231 2.14% 0.174%
13 11.490 1580 1586 1592 rBV 205784 339541 15.06% 1.225%
14 11.673 1612 1616 1619 rVVW3 21624 39585 1.76% 0.143%
15 11.715 1619 1623 1630 rVV3 50234 130817 5.80% 0.472%
16 11.782 1630 1634 1639 rVB3 29644 51289 2.27% 0.185%
17 11.929 1654 1658 1663 rVB2 16800 26352 1.17% 0.095%
18 12.002 1663 1670 1677 rBV2 70642 180069 7.98% 0.650%
19 12.124 1685 1690 1694 rVB 97468 131074 5.81% 0.473%
20 12.203 1698 1703 1705 rBV3 53690 84974  3.77% 0.307%
21 12.239 1705 1709 1714 rVB3 83260 163427 7.25% 0.590%
22 12.337 1719 1725 1729 rBV2 87715 190889 8.46% 0.689%
23 12.416 1734 1738 1740 rW 76687 97221 4.31% 0.351%
24 12.441 1740 1742 1745 rVB 75648 74811 3.32% 0.270%
25 12.483 1745 1749 1753 rBV2 189084 309193 13.71% 1.115%
26 12.526 1753 1756 1760 rVB 102796 132360 5.87% 0.477%
27 12.575 1760 1764 1768 rBV3 40141 61115 2.71% 0.220%
28 12.642 1772 1775 1782 rVB3 79309 150071 6.65% 0.541%
29 12.721 1782 1788 1792 rBV4 64490 150576 6.68% 0.543%
30 12.806 1792 1802 1807 rBV3 464349 892555 39.58%  3.220%
31 12.861 1807 1811 1816 rVB2 110014 166238 7.37% 0.600%
32 12.922 1816 1821 1822 rBV5 21427 36284 1.61% 0.131%
33 12.953 1822 1826 1829 rBV2 98001 140840 6.25% 0.508%
34 13.008 1829 1835 1837 rBV3 122387 203323 9.02% 0.733%
35 13.038 1837 1840 1847 rVB 443894 663321 29.41% 2.393%
36 13.099 1847 1850 1857 rBV2 77716 137010 6.08% 0.494%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91721\
Data File : VY006084.D

Acqg On : 17 Sep 2021 20:38
Operator : SY/MD

Sample : M3797-07

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS Vvial : 26 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 13.166 1857 1861 1866 rBV 125554 211502 9.38% 0.763%
38 13.221 1866 1870 1878 rVB4 157322 348167 15.44%  1.256%
39 13.319 1878 1886 1890 rBv4 362831 847672 37.59% 3.058%
40 13.361 1890 1893 1896 rBV3 245693 297523 13.19% 1.073%
41 13.398 1896 1899 1901 rBV 131463 139256 6.18% 0.502%
42 13.428 1901 1904 1909 rVB2 356057 438166 19.43% 1.581%
43 13.501 1912 1916 1920 rBV2 312660 379827 16.84% 1.370%
44 13.562 1923 1926 1930 rVB4 66270 85777 3.80% 0.309%
45 13.617 1931 1935 1939 rVB4 105898 179423 7.96% 0.647%
46 13.666 1939 1943 1951 rBV3 141505 284970 12.64% 1.028%
47 13.751 1951 1957 1961 rBV2 1283344 2032386 90.12% 7.331%
48 13.794 1961 1964 1968 rVB2 204801 271932 12.06% 0.981%
49 13.916 1979 1984 1989 rBv4 363126 746423 33.10% 2.692%
50 13.971 1990 1993 1997 rVV2 313754 430075 19.07% 1.551%
51 14.014 1997 2000 2005 rVB 395661 589967 26.16% 2.128%
52 14.081 2006 2011 2015 rBV3 379989 609030 27.01% 2.197%
53 14.142 2016 2021 2027 rBV5 309057 635243 28.17% 2.291%
54 14.196 2027 2030 2033 rBV3 167929 248356 11.01% ©0.896%
55 14.257 2033 2040 2046 rVV7 841518 2255126 100.00%  8.135%
56 14.312 2046 2049 2056 rVB4 288443 473543 21.00% 1.708%
57 14.379 2056 2060 2064 rBV3 454051 700313 31.05% 2.526%
58 14.422 2064 2067 2071 rVB4 487169 653765 28.99%  2.358%
59 14.477 2072 2076 2081 rBV5 228306 374604 16.61% 1.351%
60 14.611 2094 2098 2103 rVB 898954 1156648 51.29% 4.172%
61 14.678 2104 2109 2114 rVV4 541504 1079392 47.86% 3.894%
62 14.727 2114 2117 2125 rVB2 943137 1570040 69.62% 5.663%
63 14.940 2149 2152 2156 rVB4 263170 374728 16.62% 1.352%
64 15.050 2165 2170 2175 rBV6 196024 468733 20.79% 1.691%
65 15.208 2191 2196 2201 rBV 493519 856128 37.96%  3.088%
66 15.343 2215 2218 2229 rVB9 201939 616809 27.35% 2.225%
67 15.434 2229 2233 2241 rVB2 400396 696590 30.89% 2.513%
68 15.513 2242 2246 2247 rBV4 94694 136794 6.07% 0.493%
69 15.605 2256 2261 2267 rVB5 209581 408763 18.13% 1.474%
70 15.727 2278 2281 2288 rVB5 175650 321663 14.26% 1.160%
71 16.031 2325 2331 2336 rVB5 151149 330987 14.68% 1.194%
72 16.153 2348 2351 2357 rVB3 104574 165668 7.35% 0.598%
73 16.227 2359 2363 2370 rVB2 128557 238931 10.60% 0.862%
74 16.361 2382 2385 2390 rVB 50577 69830 3.10% ©.252%
Sum of corrected areas: 27722752
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Data Path :
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091721\

: VY006084.D

: 17 Sep 2021 20:38

: SY/MD

: M3797-07

: 5.06G/5ML/MSVOA_Y/SOIL
: 26

Sample Multiplier: 1

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

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

TIC: VY006084.D\data.ms

2.229 4.729

Time-->

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

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: VY006084.D\data.ms

10.185 11.490

) s

10.691 ll 0931 2828

0

Time-->

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

6.984
T
7.00

9.00 9.50 10.00 10 50
TIC: VY006084.D\data.ms

751
14.841727

8

11. OO 11 50

13.

14.257

&%32

15.208

14. 3%50 15. 434
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“[ hﬁ '“l

ATT

15.34

15 ‘i%'5727

16.031
6LP27

‘ “ 6.361

82Y091421S .M

T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
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\VY091721\
Data File : VY006084.D

Acqg On : 17 Sep 2021 20:38
Operator : SY/MD

Sample : M3797-07

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS Vvial : 26 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 Decane, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.038 75.69 ug/l 663321 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 93
2 Heptane, 3,3,5-trimethyl- 142 C1OH22 007154-80-5 72
3 Octane, 3-ethyl- 142 C10H22 005881-17-4 59
4 Undecane, 4-methyl- 170 C12H26 002980-69-0 59
5 Octane, 3,3-dimethyl- 142 C1OH22 004110-44-5 59

Abundance Scan 1840 (13.038 min): VY006084.D\data.ms (-1837) (- m/z 43.10 100.00%
1

43.1 71.
5000
T T \
LIy T s
Obrer el iy A 196-2 1910 2319 2664 ., 71,19 94.35%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000 = P ‘
13.00
m/z 57.10  73.59%
112.0
O\\H‘\‘\‘H“‘\Hh“\\“\“”\\\‘\\!‘\‘\\\\‘\1\5\\6‘.9\\‘HH‘\H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22123: Heptane, 3,3,5-trimethyl-
71.0
RN \
43.0 13.00
5000 ITI/Z 41.10 45.31%
113.0
s I N A .7
O ettt e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22073: Octane, 3-ethyl- T ‘
71.0 13.00
43.0 m/z 70.10 38.95%
5000
112.0
oteol Ld b | 120 el
m/z--> 20 40 60 80 100120140160180200220240260 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091721\
Data File : VY006084.D

Acqg On : 17 Sep 2021 20:38
Operator : SY/MD

Sample : M3797-07

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS Vvial : 26 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 Undecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.751 231.92 ug/l 2032390 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 55
2 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 49
3 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 49
4 Hydroxylamine, O-decyl- 173 C1OH23NO 029812-79-1 49
5 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 47
Abundance Scan 1957 (13.751 min): VY006084.D\data.ms (-1951) (-  m/z 57.10 100.00%
57.1
— —
‘ 13.50 14.00
O prreefrs 2090 2599 m/z 43.10  93.45%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33081: Undecane
57.0
5000 —r —
13.50 14.00
. 41.10  65.40%
290 85.0 m/z
\ | ‘ 113.0 156.0
O ’\‘\H“‘}\H“H“M‘1\\\”‘\\”\‘\‘\\\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #91843: Carbonic acid, nonyl vinyl ester
43.0
—— —
71.0 13.50 14.00 )
5000 m/z 71.10 45.70%
126.0
bbbl i A7LO
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester — ——
43.0 13.50 14.00
m/z 55.10 39.85%

5000 710

£

H‘ | h‘ H H‘ | 126.0
O Hprtrr e e e e e e — —
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091721\
Data File : VY006084.D

Acqg On : 17 Sep 2021 20:38
Operator : SY/MD

Sample : M3797-07

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS Vvial : 26 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 Undecane, 5-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.916 85.18 ug/l 746423  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 76
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 76
3 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 72
4 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 64
5 Decane, 3-methyl- 156 C11H24 013151-34-3 62

Abundance Scan 1984 (13.916 min): VY006084.D\data.ms (-1979) (- m/z 57.10 100.00%
57.1

—
14.00
Ol m/z 43.16  91.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45488: Undecane, 5-methyl-
43.0
5000 71.0 —
14.00
m/z 41.10 57.35%
‘ 112.0
O\‘\‘\‘H“M\\‘!“\\H}\“\‘H\‘\\!‘\‘\\J-\é‘]\-.\(\)\]’-?\o\;‘o\\H‘HH‘HH‘HH‘\H\’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45506: Decane, 3,6-dimethyl-
57.0
—r
14.00
m/z 71.10 50.01%
5000 85.0
29.0‘
141.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45518: Octane, 3,4,5,6-tetramethyl- ——
57.0 14.00
m/z 55.10 38.47%
- i T &fvvaﬂmA/\«A/V/\ww
ol bl e aeso -
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091721\
Data File : VY006084.D

Acqg On : 17 Sep 2021 20:38
Operator : SY/MD

Sample : M3797-07

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS Vvial : 26 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.

14.257 257.34 ug/l 2255130 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 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 64
5 Cycloundecene(E) 152 C11H20 013151-60-5 64

Abundance Scan 2040 (14.257 min): VY006084.D\data.ms (-2033) (- m/z 55.10 100.00%

5I:
83. 152.2
5000
‘ 1400 1450
23.2 : :
o‘,w}‘”u” H“_mh”wmWHW?RHHwa??‘l” m/z 81.10  95.29%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29507 Naphthalene, decahydro-2-methyl-
410 810 152.0
5000 —— e
14.00 14.50
09.0 m/z 41.10 88.87%
O’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29490: trans-Decalin, 2-methyl-
81.0
—r —
210 1520 14.00 14.50
5000 ITI/Z 67.10 83.31%
09.0
o‘,u‘”‘ﬂ‘m”!‘_
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29500: Decalin, anti-1-methyl-, cis- —— —
41.0 810 14.00 14.50
m/z 152.20 80.91%
5000 152.0
09.0
b s AARS
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\VY091721\
Data File : VY006084.D

Acqg On : 17 Sep 2021 20:38
Operator : SY/MD

Sample : M3797-07

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS Vvial : 26 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 unknownl4.379 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.379  79.91 ug/1 700313 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 47
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 41
3 Oxalic acid, butyl 6-ethyloct-3-... 286 C1l6H3004 1000309-34-2 35
4 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 35
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 27

Abundance Scan 2060 (14.379 min): VY006084.D\data.ms (-2056) (- m/z 57.10 100.00%
57.1

119.1
5000
148.2
1.1 R —
‘ ‘ ‘ 14.00 14.50
oww“‘mwwhu‘wuh‘u“‘:”“ Ak 18012087 2491 28048 sz 119.10  68.20%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45498: Undecane, 3-methyl-
57.0
5000 o2 AL
85.0 14.00 14.50
m/z 41.10 56.01%
240‘ I 141.0,
O\‘\‘H\“‘\H ‘\\‘\\‘HH‘HH‘HH‘HH‘\\\\’\\\\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45512: Decane, 3,8-dimethyl-
57.0
— ——
14.00 14.50
5000 85.0 m/z 43.10  49.76%
113.0
o‘_H‘mH“_M‘ﬂmwwﬂw‘}ﬁ%Q%ZQ?HH,HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
— ——

Abundance #181391: Oxalic acid, butyl 6-ethyloct-3-yl ester
57.0 85.0 14.00 14.50

m/z 56.10  39.44%

5000

141.0

2%0 ‘ ‘
obdll b \ \\ 185.0  229.0
SE B S A —

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\VY091721\
Data File : VY006084.D

Acqg On : 17 Sep 2021 20:38
Operator : SY/MD

Sample : M3797-07

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS Vvial : 26 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.

14.611 131.99 ug/l 1156650 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Tetradecane 198 C14H30 000629-59-4 72
3 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Undecane 156 C11H24 001120-21-4 64

Abundance Scan 2098 (14.611 min): VY006084.D\data.ms (-2094) (- m/z 57.10 100.00%
57.1

‘ L 119.1 —— Co
14.50 15.00
170.3
- ‘c“m“ “‘J‘g‘c% ‘c b 2070 2810 ny; 43,10 88.44%
miz--> 50 100 150 200 250
Abundance #45478: Dodecane
57.0
5000 e ——
14.50 15.00
m/z 71.10 53.55%
98.0 170.0
0 \2\6\\0‘\“““‘\ ‘!‘ \“‘\ H‘ ey LA L B s
m/z--> 50 100 150 200 250
Abundance #74006: Tetradecane
57.0
—— —
14.50 15.00
5000 m/z 41.10 49, 80%
L1 aa0 asso
ob—tdph bk 0 e
m/z--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl- e ——
57.0 14.50 15.00
m/z 85.10 29.63%
- MMM
ol 11| ‘ 13014901830 2530 296,
Al 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\VY091721\
Data File : VY006084.D

Acqg On : 17 Sep 2021 20:38
Operator : SY/MD

Sample : M3797-07

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS Vvial : 26 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 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.678 123.17 ug/1l 1079390 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 90
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 56
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 55
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 35
5 o-Cymene 134 C10H14 000527-84-4 35

Abundance Scan2109(14678num VY006084.D\data.ms (-2104) (- m/z 119.10 100.00%

55.1 119.1
5000
l
e —
‘ ‘ ‘ ‘ ) 14.50 15.00
o“wu‘quwﬂ$‘”mewk 2319260 m/z 97.10  99.85%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000 —r— ——
14.50 15.00
0 77.0 m/z 55.10 99.52%
O\H’\H\‘H‘\‘\"‘\‘Hm\h“H“H"H‘H\‘\‘”‘\‘\‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #16114: Benzene, 2-butenyl-
117.0
—— —
14.50 15.00
5000 ITI/Z 117.10 75.53%
65.0
27.0 ‘ ‘ ‘
o“wﬂhwuﬂuﬁ‘m‘JMNMHMwﬂwu‘w‘uw‘u‘wu‘_‘uw‘u‘u
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (2)- e —
117.0 14.50 15.00
m/z 41.10 55.90%
5000
51.0
L
o%%bu‘u“\“u,‘H“m\‘\H‘m,“:‘m!“uw‘h_Hwwwwwwww e e
m/z--> 20 40 60 80 100120140160 180200220240 260 14.50 15.00

82Y091421S.M Mon Sep 20 18:27:46 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091721\
Data File : VY006084.D

Acqg On : 17 Sep 2021 20:38
Operator : SY/MD

Sample : M3797-07

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS Vvial : 26 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, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.727 179.16 ug/l 1570040 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 86
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 70
3 Octane, 4-ethyl- 142 C1leH22 015869-86-0 50
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 47
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 47

Abundance Scan 2117 (14.727 min): VY006084.D\data.ms (-2114) (- m/z 57.10 100.00%

57.1
5000
— —
h | 1191 1662 14.50 15.00
Obrr b N8B | L 2081 281C L. 43,10 44.20%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
5000 — —
14.50 15.00
27,0 m/z 71.10 41.20%
98.0
ool d L 2o seso
\’HH‘\\H‘HH‘HH‘HH‘HH[HH’HH‘H\\‘HH‘HH‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
— —
14.50 15.00
5000 m/z 41.10  37.95%
113.0
N L N MM
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22071: Octane, 4-ethyl- T ——
57.0 14.50 15.00
m/z 55.10  23.70%
5000
112.0
AL o
o‘,ww“m""""""""w"","H""‘_Mwwww,m —— ——
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091721\
Data File : VY006084.D

Acqg On : 17 Sep 2021 20:38
Operator : SY/MD

Sample : M3797-07

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS Vvial : 26 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 Decane, 2,6,7-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.209 97.69 ug/l 856128 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 72
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 64
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 64
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 58
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 58
Abundance Scan 2196 (15.208 min): VY006084.D\data.ms (-2191) (-  m/z 57.10 100.00%
57.1
o m
113.2 igod iS%d
< 145.2 -
ol “!w“ oLl o 1832 2320 28LE 0 7119 67.80%
miz--> 50 100 150 200 250
Abundance #59086: Decane, 2,6,7-trimethyl-
57.0
5000 —r ——
15.00 15.50
m/z 43.10 61.21%
Lo
O T T T ‘\“‘ ‘\ ‘\‘ \“\ “ \h T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #22080: Nonane, 3-methyl-
57.0
— —
15.00 15.50
5000 m/z 41.10 41.46%
27,0
113.0
T 0 N T R—
miz--> 50 100 150 200 250
Abundance #33088: Decane, 2-methyl- — —
43.0 15.00 15.50
m/z 56.10 26.91%
5000
85.0
IR T R B
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091721\
Data File : VY006084.D

Acqg On : 17 Sep 2021 20:38
Operator : SY/MD

Sample : M3797-07

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS Vvial : 26 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 79.49 ug/l 696590 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 64
3 Tetradecane 198 C14H30 000629-59-4 58
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 52
5 Hexadecane 226 C16H34 000544-76-3 52

Abundance Scan 2233 (15.434 min): VY006084.D\data.ms (-2229) (- m/z 57.10 100.00%
57.1

> MMALA
i 119.1 igsd
ol larol | 192210722520 2811 W 430 o7
miz--> 50 100 150 200 250
Abundance #59028: Tridecane
57.0
5000 T
15.50
m/z 71.10 56.35%
99.0
27\"0\\ H | 1|, 410 1880
O T T T \“H‘\ \‘ \M\ “ \H\H\ \‘ ‘ T T \‘\ ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #178950: Carbonic acid, tetradecyl vinyl ester
57.0
——
15.50
5000 m/z 41.10 49.00%
‘ 97.0
o200 || || 1270 16601960 2120
Miz--> 50 100 150 200 250
Abundance #74006: Tetradecane T
57.0 15.50
m/z 85.10 33.84%
27,0
OLLLS o ssno
ob—ddhd b b S e
m/z--> 50 100 150 200 250 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91721\
Data File : VY006084.D

Acqg On : 17 Sep 2021 20:38
Operator : SY/MD

Sample : M3797-07

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS Vvial : 26 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|
Decane, 4-methyl- 13.038 75.7 ug/l 663321 4 13.428 438166 50.0
Undecane 13.751 231.9 ug/l 2032390 4 13.428 438166 50.0
Undecane, 5-met... 13.916 85.2 ug/l 746423 4 13.428 438166 50.0
Naphthalene, de... 14.257 257.3 ug/l 2255130 4 13.428 438166 50.0
unknown14.379 14.379 79.9 ug/l 700313 4 13.428 438166 50.0
Dodecane 14.611 132.0 wug/l 1156650 4 13.428 438166 50.0
Benzene, 1-meth... 14.678 123.2 ug/l 1079390 4 13.428 438166 50.0
Undecane, 2,6-d... 14.727 179.2 ug/l 1570040 4 13.428 438166 50.0
Decane, 2,6,7-t... 15.209 97.7 ug/l 856128 4 13.428 438166 50.0
Tridecane 15.434 79.5 wug/l 696590 4 13.428 438166 50.0
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