LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011421\
Data File : VY003927.D

Acqg On : 14 Jan 2021 18:24
Operator : SY/MD

Sample : M1141-20

Misc : 5.02G/5ML/MSVOA_Y/SOIL

ALS Vvial : 16 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\82Y011221S.M

Title : SW846 8260

Signal : TIC: VY@03927.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.223 57 66 73 rBv2 9745 18929 1.57% 0.233%
2 4.716 465 475 487 rBv3 24974 77433 6.41% 0.951%
3 7.722 954 968 974 rBvV 173198 413177 34.18% 5.076%
4 7.795 974 980 993 rVB 266369 603911 49.95% 7.420%
5 8.142 1026 1037 1050 rBV 182359 410692 33.97% 5.046%

6 8.691 1118 1127 1140 rBV 448701 878848 72.70% 10.798%
7 10.179 1362 1371 1379 rBV 712426 1208941 100.00% 14.854%
8 11.489 1576 1586 1593 rBV 618154 1006204 83.23% 12.363%
9

11.697 1614 1620 1626 rBv4 15588 31526 2.61% 0.387%
10 12.020 1668 1673 1679 rBV2 18796 31040 2.57% 0.381%
11 12.477 1738 1748 1759 rVB 462641 721591 59.69%  8.866%
12 12.764 1785 1795 1798 rBV2 55871 106131 8.78%  1.304%
13 12.806 1798 1802 1816 rVB4 20004 39466 3.26% ©.485%
14 12.965 1822 1828 1831 rBV6 7101 14560 1.20% ©.179%
15 13.038 1836 1840 1843 rVwV 12123 19954 1.65% 0.245%
16 13.117 1847 1853 1857 rVB 24154 38651 3.20% ©.475%
17 13.166 1857 1861 1866 rBV4 8980 14088 1.17% ©0.173%
18 13.282 1875 1880 1883 rBv4 17115 27316 2.26% ©.336%
19 13.361 1888 1893 1896 rvv4 26512 40458 3.35% 0.497%
20 13.422 1896 1903 1908 rVV 447887 709876 58.72%  8.722%
21 13.495 1908 1915 1917 rVv4 31367 80536 6.66%  0.989%
22 13.526 1917 1920 1928 rVB 44490 69291 5.73% 0.851%
23 13.751 1951 1957 1961 rBV 157747 241416 19.97%  2.966%
24 13.788 1961 1963 1968 rVB4 12940 21977 1.82% ©.270%
25 13.910 1978 1983 1988 rBV5 31373 52079 4.31% 0.640%
26 13.965 1988 1992 1996 rVB4 29413 42883 3.55% 0.527%
27 14.007 1996 1999 2005 rVB2 30125 52060 4.31% 0.640%
28 14.074 2005 2010 2014 rBv4 27741 42741 3.54% ©.525%
29 14.135 2014 2020 2026 rBV7 33223 72926 6.03% 0.896%
30 14.196 2026 2030 2032 rBv4 18834 28908 2.39% ©.355%
31 14.251 2033 2039 2040 rBv4 48253 78222 6.47% 0.961%
32 14.312 2046 2049 2055 rVB4 34592 56957 4.71% 0.700%
33 14.379 2056 2060 2063 rBv4 51876 76393 6.32% 0.939%
34 14.416 2063 2066 2070 rVB5 33161 44173 3.65% ©.543%
35 14.605 2094 2097 2103 rVB 90847 122819 10.16% 1.509%
36 14.678 2103 2109 2113 rBV7 33328 73714 6.10% 0.906%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011421\
Data File : VY003927.D

Acqg On : 14 Jan 2021 18:24
Operator : SY/MD

Sample : M1141-20

Misc : 5.02G/5ML/MSVOA_Y/SOIL

ALS Vvial : 16 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\82Y011221S.M

Title : SW846 8260

37 14.727 2113 2117 2123 rVB2 53186 89012 7.36% 1.094%
38 14.842 2133 2136 2138 rBV4 15167 20432 1.69% 0.251%
39 14.867 2138 2140 2145 rVB6 23794 34718 2.87% 0.427%
40 14.940 2148 2152 2156 rVB5 25164 34747 2.87% 0.427%

41 15.001 2156 2162 2173 rBV 166153 330840 27.37% 4.065%
42 15.428 2229 2232 2238 rVB4 34629 59447  4.92% 0.730%

Sum of corrected areas: 8139083
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011421\
Data File : VY003927.D

Acqg On : 14 Jan 2021 18:24
Operator : SY/MD

Sample : M1141-20

Misc : 5.02G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VY003927.D\data.ms
700000

600000
500000
400000
300000
200000

100000

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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: VY003927.D\data.ms
700000 10.179

11.489
600000

500000
8.691
400000

300000 7795

200000 7.7 8.142

100000
11.697

01— —— —— —— —r— — —— —— —_— S
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VY003927.D\data.ms
700000

600000
500000 12.477 13.422
400000
300000
200000

100000

12.020

‘ T T ‘ ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

82Y011221S.M Fri Jan 15 17:29:41 2021 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011421\
Data File : VY003927.D

Acqg On : 14 Jan 2021 18:24
Operator : SY/MD

Sample : M1141-20

Misc : 5.02G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Hexanal, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.764 7.48 ug/l 106131 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal, 2-ethyl- 128 C8H160 000123-05-7 70
2 [2-(N,N-Dimethyl)]-1,2-propanedi... 102 C5H14N2 1000133-38-7 50
3 (1S,2S)-(+)-N-Methylpseudoephedrine 179 C11H17NO 051018-28-1 50
4 1,3-Cyclobutanediol, 2,2,4,4-tet... 144 C8H1602 003010-96-6 42
5 Methylpseudoephedrine - 179 C11H17NO 1000334-93-4 40
Abundance Scan 1795 (12.764 min): VY003927.D\data.ms (-1785) (- m/z 72.10 100.00%
72.1
5000 41.1
105.1 - —
\ \ ‘ 193.2 260.( 12:50 1390
’H\\‘\\\\‘i‘}\‘\h\h‘\HM‘\H‘H\‘\‘\‘\“\‘\H}HH‘HH‘HH‘HH.‘HH‘HH‘HH‘\.\ m/Z 57.10 95.52%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #12456: Hexanal, 2-ethyl-
72.0
5000 SN e,
43.0 12.50 13.00
m/z 41.10 50.21%
“ Ly \‘H \H \\100'0128'0
’HH‘HH‘\H!‘H \‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #4390: [2-(N,N-Dimethyl)]-1,2-propanediamine
72.0
e T
12.50 13.00
5000 m/z 43.10 42.43%
44.0
150) | | || 1020
e e e e e e
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #44817: (1S,2S)-(+)-N-Methylpseudoephedrine e .
72.0 12.50 13.00
m/z 105.10  21.20%
5000
42.0 105.0
M‘mewuﬁﬂﬂpﬂwquu‘wu‘HH‘HM‘HH‘HH‘HH‘HH‘HH‘H e e
m/z--> 0 20 40 60 80 100120140160180200220240260 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011421\
Data File : VY003927.D

Acqg On : 14 Jan 2021 18:24
Operator : SY/MD

Sample : M1141-20

Misc : 5.02G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Decane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.495 5.67 ug/1 80536 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 74
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72
3 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 64
4 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 64
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 59

Abundance Scan 1915 (13.495 min): VY003927.D\data.ms (-1908) (-  m/z 57.10 100.00%
57.1

4’ 1350
127.1 .
.0 . ¢
e 2O 2089 280y 7110 48.94%
miz--> 50 100 150 200 250
Abundance #28429: Decane, 3-methyl-
57.0
5000 T
13.50
m/z 43.10 44.57%
270 126.0
T T ‘\ H‘ ‘h ‘\ ‘!‘ \“ \6‘.‘0\ T H\ \1’56\()\ T T ‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance #28441: Nonane, 3,7-dimethyl-
57.0
——
13.50
5000 ITI/Z 41.10 43.70%
/0 e
m/z--> 50 100 150 200 250
Abundance #48874: Undecane, 3,9-dimethyl- —
57.0 13.50
m/z 56.10 26.65%
5000
2] | | %0 10
Ll [N " Ll A
I A e B — — —
mlz--> 50 100 150 200 250 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011421\
Data File : VY003927.D

Acqg On : 14 Jan 2021 18:24
Operator : SY/MD

Sample : M1141-20

Misc : 5.02G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.751 17.00 ug/l 241416 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Tridecane 184 C13H28 000629-50-5 80
3 Dodecane 170 C12H26 000112-40-3 80
4 Pentadecane 212 C15H32 000629-62-9 72
5 Hexadecane 226 C16H34 000544-76-3 64

Abundance Scan 1957 (13.751 min): VY003927.D\data.ms (-1951) (-  m/z 57.10 100.00%
57.1

1350  14.00
98.1 156.2 . : :
T H‘ ‘M\ h‘!‘ ‘\m“\ ‘”h‘ el ‘\ “\ T \19\3‘4\ L 2\8\1\‘ m/Z 43.10 97.26%
m/z--> 50 100 150 200 250
Abundance #28421: Undecane
57.0
5000 — —
13.50 14.00
m/z 41.10 52.49%
27‘.0\“ H\ \‘ \‘9%'0 15\6'0
T T T T ‘ T \‘ T T ‘ \‘ T ‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #48832: Tridecane
57.0
—— —
13.50 14.00
5000 m/z 71.10 47 .44%
210 99.0
UL amo sss0
m/z--> 50 100 150 200 250
Abundance #38317: Dodecane — —
57.0 13.50 14.00
m/z 85.10 29.10%
5000
27,0 98.0 170.0
LT a0 o W
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011421\
Data File : VY003927.D

Acqg On : 14 Jan 2021 18:24
Operator : SY/MD

Sample : M1141-20

Misc : 5.02G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 unknownl4.135 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.135 5.14 ug/1 72926 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 38
2 Tetratetracontane 619 C44H90 007098-22-8 38
3 Dodecane 170 C12H26 000112-40-3 38
4 Tridecane 184 C13H28 000629-50-5 38
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 38

Abundance Scan 2020 (14.135 min): VY003927.D\data.ms (-2014) (- m/z 57.10 100.00%
57.1

5000

3

133.2
ﬂﬂh“M‘ 2 280.9 14.00 14.50

[T ML\M\H\\Hm\H‘HH‘HH‘HH‘H\WH\WH\WH\W\H m/Z 41.10 51 32%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #163874: Tetradecane, 1-iodo-
57.0
5000 — —
14.00 14.50
m/z 43.10 49.63%
‘ ’ 155.0
‘\H ‘\H\‘\‘\‘H“\\\\‘HH‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
— —
14.00 14.50
5000 ITI/Z 71.15 46.91%

l 1 1270197.0267.0337.0407.0 491.0562.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

S

Abundance #38318: Dodecane
57.0 14.00 14.50
m/z 55.10 40.35%
- W
‘J 170.0
‘\\‘\\‘J\\\\"Mf‘\M\‘\\\\‘u\\‘\\\\‘\\\\‘\m‘\m‘\m‘\m‘m e P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011421\
Data File : VY003927.D

Acqg On : 14 Jan 2021 18:24
Operator : SY/MD

Sample : M1141-20

Misc : 5.02G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 trans-Decalin, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.251 5.51 ug/1 78222 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 81
2 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 64
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 60
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 58
5 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C1@H160 004176-04-9 49

Abundance Scan 2039 (14.251 min): VY003927.D\data.ms (-2033) (- m/z 55.05 100.00%

553.0 88.1
152.1
5000
—— —
‘ | 1431 ‘ 2069 260.0 14.00 14.50
\’\\Hl\\‘l‘ \‘\h\\\“‘\HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H m/Z 81.19 96-36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25429: trans-Decalin, 2-methyl-
81.0
41.0 152.0
5000 T T
14.00 14.50
09.0 m/z 83.10 96.31%

m/z--> 20 40 60 80 100120140160180200220240260280

e

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #25439: Decalin, anti-1-methyl-, cis-
41.0 ,81.0
14.00 14.50
5000 152.0 m/z 41.10  95.14%
09.0
| ‘h H \“ “H Jl “ 1 |
S
P e

Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0 14.00 14.50
m/z 67.10 90.98%
5000
09.0
- —— ——
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\VY011421\
Data File : VY003927.D

Acqg On : 14 Jan 2021 18:24
Operator : SY/MD

Sample : M1141-20

Misc : 5.02G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 unknownl4.379 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.379 5.38 ug/1 76393  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 38
2 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 35
3 Decane, 3-methyl- 156 C11H24 013151-34-3 35
4 Tridecane, 3-methyl- 198 C14H30 006418-41-3 35
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 35

Abundance Scan 2060 (14.379 min): VY003927.D\data.ms (-2056) (-~  m/z 57.10 100.00%

57.1
5000 149.2
119.1

WL \‘ ‘H 2071 2603 1400 1450
R L 2071 2603y 77 10 56.33%

m/z--> 50 100 150 200 250
Abundance 83051: Dodecane, 2-methyl-6-propyl-
57.0

5000
14. 00 14 50
m/z 43.10 46.30%

99.0 140.0
182.0
T ‘\“‘H‘ h‘ Ay “‘ ety !‘ I \“\ T \2\26\0\ A ——
Mize> 50 100 150 200 250
Abundance #12541: 4-Heptanone, 2-methyl-
57.0

H*

14 00 14 50
5000 m/z 149.15 43.55%
27.0 128.0
‘ 86.0
“Mm“_‘”‘_ S
m/z--> 100 150 200 250
Abundance #28429: Decane, 3-methyl- s =
57.0 14.00 14.50

m/z 85.10 41.49%

5000
2710 126.0
L | j880 | 1860

m/z--> 50 100 150 200 250 14. 00 14 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011421\
Data File : VY003927.D

Acqg On : 14 Jan 2021 18:24
Operator : SY/MD

Sample : M1141-20

Misc : 5.02G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Dodecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.605 8.65 ug/l 122819 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Tridecane 184 C13H28 000629-50-5 80
3 Tetradecane 198 C14H30 000629-59-4 80
4 Hexadecane 226 C16H34 000544-76-3 64
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 59

Abundance Scan 2097 (14.605 min): VY003927.D\data.ms (-2094) (- m/z 57.10 100.00%
57.1

5000
85.1
— —
119.0 14.50 15.00
‘ 170.2 ¢
\H’\H\‘i‘u‘\”!“\‘\‘“Mi‘\“\HH‘\Hh\‘\‘H‘\“HH‘H‘H‘H\%9%‘\3‘\\\\‘\\2\5\‘9\.\\ m/Z 43.10 84.38%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #38316: Dodecane
43.0
71.0
5000 T ——
14.50 15.00
m/z 71.15 51.76%
“ \‘ H\ | \98\\.0 \127'0 17\0.0
\H’\H\HH\‘Hi\‘\\H‘\\}\‘\‘H\‘H\\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #48834: Tridecane
57.0
— —
14.50 15.00
5000 85.0 ITI/Z 41.10 51.37%
29.0
\‘ \“ ull \‘\ \‘\ \‘ 1%0\\14;'0 18\4'0
rrrprter e e et e
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #59881: Tetradecane T ——
57.0 14.50 15.00
m/z 85.10 31.99%
5000
85.0
29.0
Al L 1130141.0169.0 196.0 T eV
m/z--> 20 40 60 80 100120140160 180200 220 240260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011421\
Data File : VY003927.D

Acqg On : 14 Jan 2021 18:24
Operator : SY/MD

Sample : M1141-20

Misc : 5.02G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 unknownl4.678 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.678 5.19 ug/1 73714  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 168 C12H24 054411-00-6 38
2 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 38
3 Oxalic acid, cyclohexylmethyl no... 312 C18H3204 1000309-68-6 35
4 Oxalic acid, cyclohexylmethyl de... 326 C19H3404 1000309-68-7 35
5 Oxalic acid, cyclohexylmethyl tr... 368 C22H4004 1000309-69-1 35

Abundance Scan 2109 (14.678 min): VY003927.D\data.ms (-2103) (- m/z 55.10 100.00%
5.1 97.1

5000

:

— —
14.50 15.00

m/z 97.10 88.67%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #36873: Cyclohexane, 1-methyl-4-(1-methylbutyl)-
553.0

97.0

F

5000 — e
14.50 15.00
m/z 69.10  72.15%

27,0

] | | 0 eso
N

’\}H T ‘HH“\H ‘HH‘MH“HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #119049: Oxalic acid, cyclohexylmethyl isohexyl ester

z

55.0 97.0
—— ——
14.50 15.00
5000 m/z 119.05 56.94%
P e 2ero
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #154594: Oxalic acid, cyclohexylmethyl nonyl ester — ‘

14.50 15.00

97.0
55.0 m/z 43.10  50.77%
B W
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\VY011421\
Data File : VY003927.D

Acqg On : 14 Jan 2021 18:24
Operator : SY/MD

Sample : M1141-20

Misc : 5.02G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 unknownl4.727 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.727 6.27 ug/l 89012 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 46
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 43
3 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 40
4 Carbonic acid, isobutyl pentadec... 328 C20H4003 1000314-61-2 40
5 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 38

Abundance Scan 2117 (14.727 min): VY003927.D\data.ms (-2113) (-~ m/z 57.10 100.00%
57.1

2000 W\m\%‘/\ﬂ/\
— —
| ‘ H\ | \11\1.0 15\1 2\ 184.4 247.4 2 =
HHW‘HN‘N“HWAWLMW_uw‘:L‘H‘_H‘MH‘_H‘_H‘_‘ m/z 41.10  40.97%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #48872: Undecane, 2,5-dimethyl-
57.0
5000 — —
14.50 15.00
m/z 43.20 39.96%
29.0
85.0 :
HH’\‘\‘\\“L\H‘!‘H“H“\‘H\“‘\\\\‘\\174’]-\\0\1]-‘\6%\(‘)\\H’\H\‘\H\‘HH‘\\
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
— —
14.50 15.00
5000 m/z 71.10  37.81%
J\ ) |, 141.0169.0
O - ——
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #156544: Isobutyl tetradecyl carbonate — —
57.0 14.50 15.00
m/z 55.10 30.87%
5000
97.0
290H H | ‘ 1 168.0196.0
B 0 V0 0 O 90 it O S
m/z--> 20 40 60 80 100120140160 180200 220240260 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011421\
Data File : VY003927.D

Acqg On : 14 Jan 2021 18:24
Operator : SY/MD

Sample : M1141-20

Misc : 5.02G/5ML/MSVOA_Y/SOIL

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexanal, 2-ethyl- 12.764 7.5 ug/l 106131 4 13.422 709876 50.0
Decane, 3-methyl- 13.495 .7 ug/l 80536 4 13.422 709876 50.0
Undecane 13.751 17.0 ug/l 241416 4 13.422 709876 50.0
unknown14.135 14.135 5.1 ug/l 72926 4 13.422 709876 50.0
trans-Decalin, ... 14.251 5.5 ug/l 78222 4 13.422 709876 50.0
unknownl14.379 14.379 5.4 ug/l 76393 4 13.422 709876 50.0
Dodecane 14.605 8.7 ug/l 122819 4 13.422 709876 50.0
unknownl14.678 14.678 5.2 ug/l 73714 4 13.422 709876 50.0
unknownl14.727 14.727 6.3 ug/l 89012 4 13.422 709876 50.0

82Y011221S.M Fri Jan 15 17:29:46 2021
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