LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032221\
Data File : VY004162.D

Acqg On : 22 Mar 2021 14:31

Operator : SY/MD

Sample : M1749-01

Misc : 5.05g/5mL/MSVOA_Y/SOIL FS-SB-15-11-13

ALS Vvial : 10 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\82Y030821S.M
Title : SW846 8260
Signal : TIC: VY@04162.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 7.728 959 969 975 rBV 149273 354307 3.55% 0.419%
2 7.801 975 981 995 rVB 261014 578602 5.80% 0.685%
3 8.149 1029 1038 1050 rBV 144318 331409 3.32% 0.392%
4 8.697 1119 1128 1139 rBV 395542 764374  7.66%  0.905%
5 10.185 1364 1372 1378 rBV 626332 1069117 10.72% 1.266%
6 10.721 1453 1460 1468 rVB 61071 102397 1.03% 0.121%
7 11.496 1579 1587 1596 rBV 579406 942072  9.45%  1.115%
8 11.703 1612 1621 1631 rBV 114517 214274  2.15%  0.254%
9 12.032 1664 1675 1682 rVB 71019 119819 1.20% 0.142%
10 12.489 1739 1750 1757 rBV3 834480 1898086 19.03% 2.247%

11 12.630 1768 1773 1783 rVB2 105412 259107 2
12 12.837 1798 1807 1812 rBV2 95709 278677 2
13 13.068 1841 1845 1851 rVB 504578 777720  7.80%
14 13.178 1858 1863 1869 rBV 225407 355625 3
15 13.288 1871 1881 1889 rBV 708858 1335195 13.

POOOO®
o}
N
=
R

16 13.361 1889 1893 1896 rBV2 80299 122827 1.23%
17 13.428 1896 1904 1908 rVV2 611179 1156988 11.60%
18 13.483 1908 1913 1923 rVB 842957 1914183 19.19%

OONEFEO
N
o))
(o))
R

19 13.593 1923 1931 1933 rBV2 47143 114210 1.15% 135%
20 13.648 1933 1940 1947 rVB 362137 640985 6.43% 759%
21 13.751 1954 1957 1960 rBV3 125724 161878 1.62% ©.192%
22 13.916 1980 1984 1987 rBV 92681 157444 1.58% 0.186%
23 14.074 2006 2010 2014 rBV3 90610 156741 1.57% 0.186%
24 14.148 2015 2022 2027 rBV3 211816 493374 4.95% 0.584%
25 14.202 2027 2031 2033 rBV3 178566 259675 2.60% ©.307%

26 14.257 2033 2040 2047 rBV7 1104666 2776788 27.84%
27 14.318 2047 2050 2055 rBV3 669786 842699  8.45%
28 14.385 2056 2061 2064 rBV3 811208 1226553 12.30%
29 14.422 2064 2067 2072 rVB3 1080083 1506063 15.10%
30 14.483 2072 2077 2082 rBV5 538667 906733 9.09%

PR RPROW
IS
Ul
N
R

31 14.556 2084 2089 2091 rBv4 328110 626286  6.28%
32 14.617 2094 2099 2105 rBV 4070114 5888480 59.05%
33 14.684 2106 2116 2114 rVV 1651391 2780155 27.88%
34 14.733 2114 2118 2125 rVB 6796206 9972623 100.00% 11.
35 14.812 2125 2131 2134 rBV4 1007551 1989726 19.95%

NEFE WO
N
o}
=
S

36 14.855 2134 2138 2146 rVB5 1715736 4132634 41.44%  4.893%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032221\
Data File : VY004162.D

Acqg On : 22 Mar 2021 14:31

Operator : SY/MD

Sample : M1749-01

Misc : 5.05g/5mL/MSVOA_Y/SOIL FS-SB-15-11-13

ALS Vvial : 10 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\82Y030821S.M

Title : SW846 8260

37 15.007 2157 2163 2164 rBV4 600879 1090935 10.94% 1.292%
38 15.044 2165 2169 2174 rVV3 1566854 3812473 38.23% 4.514%
39 15.099 2174 2178 2180 rVV4 1657134 3022011 30.30% 3.578%
40 15.141 2181 2185 2192 rVV4 3442960 7175342 71.95% 8.495%
41 15.214 2192 2197 2202 rVV 5102777 7853976 78.76%  9.298%
42 15.269 2202 2206 2214 rVV5 1049006 2535518 25.42% 3.002%
43 15.440 2230 2234 2241 rVB2 3193591 4672135 46.85% 5.531%
44 15.550 2249 2252 2256 rVB2 856715 1300648 13.04% 1.540%
45 15.611 2257 2262 2268 rVB5 1526761 2932555 29.41%  3.472%
46 16.037 2328 2332 2336 rVB 679535 1138058 11.41% 1.347%

47 16.159 2348 2352 2365 rVB2 579415 1299012 13.03% 1.538%
48 16.361 2381 2385 2390 rBV 255637 427717 4.29%  0.506%

Sum of corrected areas: 84468206
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032221\
Data File : VY004162.D

Acqg On : 22 Mar 2021 14:31

Operator : SY/MD

Sample : M1749-01

Misc : 5.05g/5mL/MSVOA_Y/SOIL FS-SB-15-11-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.M
Quant Title : SW846 8260

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

Abundance .
8000000 TIC: VY004162.D\data.ms

7000000
6000000
5000000
4000000
3000000
2000000

1000000

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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 : . .
s TIC: VY004162.D\data.ms

7000000
6000000
5000000
4000000
3000000

2000000

1000000 6 607 10.185 11.496
77801 8149 i N 10.721

1
10.50

0 /\ 11.703
—r— A A S —— —— : -
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00

Abundance .
8000000 TIC: VY004162'D\data1'2§33

\ \
11.00 11.50

7000000
6000000
5000000
4000000

3000000

2000000

1000000 12.489
12.032 /\12.63(12.837

LT -\ -~
T f T T T T T T T T T T 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032221\
Data File : VY004162.D

Acqg On : 22 Mar 2021 14:31

Operator : SY/MD

Sample : M1749-01

Misc : 5.05g/5mL/MSVOA_Y/SOIL FS-SB-15-11-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.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 Dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.617 254.47 ug/l 5888480 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Undecane 156 C11H24 001120-21-4 80
3 Tetradecane 198 C14H30 000629-59-4 72
4 Hexadecane 226 C16H34 000544-76-3 64
5 Tridecane 184 C13H28 000629-50-5 64

Abundance Scan 2099 (14.617 min): VY004162.D\data.ms (-2094) (- m/z 57.10 100.00%
7.1

5
5000
| FM e o
: 170.2 : :
ob— H“ ‘Ml‘ Wb M2 70T 2074 2804 1; 43.10  84.66%
m/z--> 50 100 150 200 250
Abundance #38315: Dodecane
57.0
5000 T ——
14.50 15.00
m/z 71.10 60.18%
27,0 98.0 170.0
0 \‘\ ‘\“‘”“‘\ ‘!‘ \“‘\H‘ \“\;74\0.‘0\ 1 LA B e B B e s
m/z--> 50 100 150 200 250
Abundance #28424: Undecane
57.0
e —
14.50 15.00
5000 ITI/Z 41.10 54.13%
27‘-0“ ‘ 98.0 156.0
Y 5 s
m/z--> 50 100 150 200 250
Abundance #59881: Tetradecane — —
57.0 14.50 15.00
m/z 85.10 36.17%
5000
27.0
DL 770 a0 1e80
ob—sd e Ay e 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\VY032221\
Data File : VY004162.D

Acqg On : 22 Mar 2021 14:31

Operator : SY/MD

Sample : M1749-01

Misc : 5.05g/5mL/MSVOA_Y/SOIL FS-SB-15-11-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.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 Cyclopentane, 1,1'-ethylide... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.684 120.15 ug/l 2780160 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1'-ethylidenebis- 166 C12H22 004413-21-2 53
2 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 52
3 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 52
4 3a,7a-Epoxy-1H-inden-4(5H)-one, ... 152 C9H1202 039746-31-1 52
5 Oxalic acid, di(cyclohexylmethyl... 282 C16H2604 1000309-68-5 50
Abundance Scan 2110 (14.684 min): VY004162.D\data.ms (-2106) (-  m/z 97.10 100.00%
97.1
55.1
5000
‘ ‘ 168.2 14:50 15.00
125.1 : : :
o‘,H‘“U‘H“HNMMMH‘MMH“u‘M‘wH?P‘?-%‘wa??‘l‘:‘ m/z 55.10  78.61%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #35189: Cyclopentane, 1,1'-ethylidenebis-
55.0 97.0
5000 1
14.50 15.00
m/z 41.10 44 .04%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36853: Cyclohexane, 1-methyl-3-pentyl-
97.0
55.0
—— —
14.50 15.00
5000 m/z 96.10 32.92%
270
“ 168.0
Ol o 3250 L
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36852: Cyclohexane, 1-methyl-2-pentyl- —— —
55.0 97.0 14.50 15.00
m/z 69.10 32.26%
5000
270
168.0
A 1
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\VY032221\
Data File : VY004162.D

Acqg On : 22 Mar 2021 14:31

Operator : SY/MD

Sample : M1749-01

Misc : 5.05g/5mL/MSVOA_Y/SOIL FS-SB-15-11-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.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, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

14.733 430.97 ug/l 9972620 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 93
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 58
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 55
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 53
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 50

Abundance Scan 2118 (14.733 min): VY004162.D\data.ms (-2114) (-~ m/z 57.10 100.00%

57.1
5000
= —
h ‘ 9‘1 166.2 14.50 15.00
4
oH‘HH‘HHJuu‘Um‘M"M”W?Z?M“m,““2‘9?9”“_”‘359‘ m/z 43.10  48.12%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48875: Undecane, 2,6-dimethyl-
57.0
5000 T T
14.50 15.00
98.0 m/z 71.10 44.84%
27,0 ‘
OH‘\H‘H“‘\H"\\H}\“U\\\“\\\“\‘\%4\.%\0\\‘\\%\8’\4.\\()\‘\\H‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48867: Undecane, 3,6-dimethyl-
57.0
= —
14.50 15.00
5000 m/z 41.10 38.89%
W70 | L 90 o
e e A e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48847: Dodecane, 6-methyl- T T
57.0 14.50 15.00
m/z 55.10  25.08%
o M
98.0
027\0\ L L . |, 1400 1840
e e e e e e —— ——
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\VY@32221\

Data File : VY@04162.D

Acqg On : 22 Mar 2021 14:31

Operator : SY/MD

Sample : M1749-01

Misc : 5.85g/5mL/MSVOA_Y/SOIL FS-SB-15-11-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.M
: 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 trans,trans-1,8-Dimethylspi... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.855 178.60 ug/l 4132630  1,4-Dichlorobenzene-d4  13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans,trans-1,8-Dinethylspiro[4.... 166 Cl12H22 1000111-72-8 72

2 Naphthalene, decahydro-2,6-dimet... 166 C12H22
3 Naphthalene, decahydro-1,5-dimet... 166 C12H22
4 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22
5 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22

001618-22-0 68
066552-62-3 64
1000111-72-3 62
1000111-72-1 62

Abundance Scan 2138 (14.855 min): VY004162.D\data.ms (-2134) (- m/z 81.10 100.00%

81.1
166.2
5000 41.1
— —r
‘ 11%'1 ‘ ) 14.50 15.00
0 b L1982 2810 p 9516 97.16%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #35216: trans,trans-1,8-Dimethylspiro[4.5]decane
95.0
55.0
5000 14‘50‘ ‘15‘00‘
166.0 : :
m/z 166.20 63.25%
11
O\H‘H\\‘\H\’\H\\\\‘HH‘L\\\“H‘\\‘\‘H\’\H\’\\H‘HH‘H\\‘H\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #35195: Naphthalene, decahydro-2,6-dimethyl-
81.0
166.0 = —
14.50 15.00
50000 410 m/z 67.10 63.07%
110.0
0‘HNLNMMN“WMWMNWMWMJWHH“HWHH_HWHH_HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #35202: Naphthalene, decahydro-1,5-dimethyl- P —
95.0 14.50 15.00
m/z 151.20 47.61%
166.0
5000 55.0 ANAJ\/J\}\A//“/kMJ\
A Sl
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\VY032221\
Data File : VY004162.D

Acqg On : 22 Mar 2021 14:31

Operator : SY/MD

Sample : M1749-01

Misc : 5.05g/5mL/MSVOA_Y/SOIL FS-SB-15-11-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.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 unknownl5.044 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.044 164.76 ug/l 3812470 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 38
2 2(1H)-Naphthalenone, octahydro-4... 166 C11H180 000938-07-8 27
3 Ethanone, 1-(3-ethylcyclobutyl)- 126 C8H140 056335-71-8 18
4 Cyclooctane, ethenyl- 138 C10H18 061142-41-4 15
5 Propanoic acid, 2-chloro-, 1-met... 178 C8H15C102 088736-64-5 11

Abundance Scan 2169 (15.044 min): VY004162.D\data.ms (-2165) (- m/z 57.10 100.00%
57.1

5000

=

T \
15.00

0! m/z 43.10 57.30%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48875: Undecane, 2,6-dimethyl-
57.0
5000 — ‘
15.00
m/z 41.10 53.97%
29.0 ‘ 98.0
0 H‘ H i H\ \\‘ w‘\ I 141.0 184.0
‘HH‘H\ ‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #35095: 2(1H)-Naphthalenone, octahydro-4a-methyl-, tra

S

41.0
1110  166.0 — :
81.0 15.00
5000 ITI/Z 71.10 49.73%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #11452: Ethanone, 1-(3-ethylcyclobutyl)- — :
43.0 15.00
71.0 m/z 95.10 44 ,15%
5000
‘ ‘ ‘ 126.0
O‘HHMNMPWWWN”NMMHHMHw\uwuuw\kuwwuwuuww —
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032221\
Data File : VY004162.D

Acqg On : 22 Mar 2021 14:31

Operator : SY/MD

Sample : M1749-01

Misc : 5.05g/5mL/MSVOA_Y/SOIL FS-SB-15-11-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.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 Dodecane, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.099 130.60 ug/l 3022010 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 58
2 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 38
3 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 38
4 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 35
5 Cyclooctane, methoxy- 142 C9H180 013213-32-6 30

Abundance Scan 2178 (15.099 min): VY004162.D\data.ms (-2174) (- m/z 43.10 100.00%

431 711
5000
109.1 ‘ —r— —
15.00 15.50
167.2
0 WHU;H\‘M wmuw“‘;“H‘muHu‘uHu_mwl‘?ﬁ'?w m/z 71.10  86.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48846: Dodecane, 4-methyl-
43.0 710
5000 — —
15.00 15.50
m/z 57.10 67.46%
| |

‘ 990 1410
0 :\L\S\.‘()\‘\‘\\‘M\\h“\\}\“1‘\\\”“\\‘}‘\‘\\\\U\\\\:‘L\Gg-p‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12713: Hexane, 3,3,4-trimethyl-
71.0
43.0

—1 —
15.00 15.50

5000 m/z 70.10 64.08%
99.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71399: Tetradecane, 4-methyl- T ‘
43.0 710 15.00 15.50

m/z 41.10 62.25%

5000
99.0 169.0
‘\ 121.0 M
| )

197.0
om‘HH\‘HH“H‘lw‘lum“Hu‘wNm;um_m_m_m‘ e —

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032221\
Data File : VY004162.D

Acqg On : 22 Mar 2021 14:31

Operator : SY/MD

Sample : M1749-01

Misc : 5.05g/5mL/MSVOA_Y/SOIL FS-SB-15-11-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.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 unknownl5.141 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.141 310.09 ug/l 7175340 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 38
2 Cyclohexane, butyl- 140 C1eH20 001678-93-9 38
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 35
4 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 22
5 2-Butenoic acid, 2-methyl-, 2-pr... 140 C8H1202 007493-71-2 18

Abundance Scan 2185 (15.141 min): VY004162.D\data.ms (-2181) (- m/z 83.10 100.00%

431 83.1
5000
151.2 N R
Lill ‘13.1 “ 11843 .y 15.00 15.50
O bbbl bl b S e ey m/z 43.10 88.68%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #11587: Cyclohexane, (1-methylethyl)-
55.0
5000 —r ——
15.00 15.50
m/z 82.10 78.15%
840 126.0
O\\%\d}g““\HM"\}‘H“\H‘HH‘\‘\\\‘\H\‘\H\’\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17972: Cyclohexane, butyl-
83.0
—— —
15.00 15.50
5000 m/z 57.10 76.41%
41.0
140.0
O‘HJ“NNMVWW‘wwuwuHMHWHH“HWHH_HWHH_HW‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48854: Dodecane, 2-methyl- T —
57.0 15.00 15.50
m/z 55.10 67.06%
5000
99.0 141.0
27.0‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032221\
Data File : VY004162.D

Acqg On : 22 Mar 2021 14:31

Operator : SY/MD

Sample : M1749-01

Misc : 5.05g/5mL/MSVOA_Y/SOIL FS-SB-15-11-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.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 Nonane, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.214 339.42 ug/l 7853980 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C10H22 005911-04-6 64
2 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64
3 Sulfurous acid, 2-ethylhexyl oct... 446 C26H5403S 1000309-20-1 64
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 58
5 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 58

Abundance Scan 2197 (15.214 min): VY004162.D\data.ms (-2192) (- m/z 57.10 100.00%

57.1
5000
971 is‘od is‘sd
ol il u““““““ frar }?é%?%? o 28LL nyz 7110 77.02%
miz--> 50 100 150 200 250
Abundance #19170: Nonane, 3-methyl-
57.0
5000 ~ s
7o 15.00 15.50
[ m/z 43.10 61.91%
113.0
O \‘\ ‘f L“ “‘\ ‘!‘ \‘“ \“ T \]-4\3‘0\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance  #172311: Sulfurous acid, decyl 2-ethylhexyl ester
57.0
—r —
15.00 15.50
5000 m/z 41.10  44.32%
1130
270, | ||
ol—14 ““\ T
Miz--> 50 100 150 200 250
Abundance #226284: Sulfurous acid, 2-ethylhexyl octadecyl ester P ——
57.0 15.00 15.50
m/z 55.10 29.68%
5000
113.0
O 27\‘0\‘ ‘ wh\ \ u \“ 1550 1970 2530
C “ S S I —r —
mlz--> 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032221\
Data File : VY004162.D

Acqg On : 22 Mar 2021 14:31

Operator : SY/MD

Sample : M1749-01

Misc : 5.05g/5mL/MSVOA_Y/SOIL FS-SB-15-11-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.440 201.91 ug/l 4672140 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Dodecane 170 C12H26 000112-40-3 80
3 Hexadecane 226 C1l6H34 000544-76-3 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 10-Methylnonadecane 282 C20H42 056862-62-5 64

Abundance Scan 2234 (15.440 min): VY004162.D\data.ms (-2230) (- m/z 57.10 100.00%
57.1

5000 85.1 MM
125.1 L
15.50
184.2
0 et ot 292,21 209.0 m/z 43.10 82.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48834: Tridecane
57.0
5000 85.0 T T
15.50
29.0 m/z 71.10 59.94%
“ ‘ ‘ “ | ‘1120 141.0 184.0
O\\\‘\\\\‘}\\"\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38315: Dodecane
57.0
—
15.50
5000 ITI/Z 41.10 52.17%
85.0
290
L 120 a4 0 1700
0 H‘_“W‘H‘,H‘w“H‘HH‘_uu“u‘““w‘u‘,u‘w“u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane T
57.0 15.50
m/z 85.10 38.37%
5000 85.0
29.0
0 h‘ Tl HH\ H‘ll 1410 169.0 197.0 2260
“W“H‘H‘ M‘H“H‘_“W‘H“H‘W“H‘H“M‘H“H‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032221\
Data File : VY004162.D

Acqg On : 22 Mar 2021 14:31

Operator : SY/MD

Sample : M1749-01

Misc : 5.05g/5mL/MSVOA_Y/SOIL FS-SB-15-11-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.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 10 unknownl15.611 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.611 126.73 ug/l 2932560 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 35
2 4-Tetradecene, (E)- 196 C14H28 041446-78-0 25
3 7-Tetradecene, (Z)- 196 C14H28 041446-60-0 25
4 3-Tetradecene, (E)- 196 C14H28 041446-68-8 25
5 7-Tetradecene 196 C14H28 010374-74-0 25

Abundance Scan 2262 (15.611 min): VY004162.D\data.ms (-2257) (- m/z 57.10 100.00%
57.1

5000

T T
15.50 16.00

0’ m/z 41.10 68.62%

m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #59895: Tridecane, 6-methyl-
57.0

5000 T —
15.50 16.00
85.0 95.10 55.30%
29.0 ‘ 126.0 m/z
O\H’\‘\‘\\“‘HH‘H‘H‘\H\“‘\H\‘\“\\\‘]\-\5\4\.‘\0\]\-§\3\\0\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #58284: 4-Tetradecene, (E)-
55.0
— —
15.50 16.00
5000 83.0 ITI/Z 69.10 54.91%
27.0
LA o
om,m‘imw‘Hm\_‘h‘““1““99‘1‘?%9‘H!_WH_HW
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #58290: 7-Tetradecene, (Z)- T —
55.0 15.50 16.00

m/z 55.10 54.47%

83.0
5000
Zqow ‘ “ ‘ 111.0 196.0 /vaNJ\JV\\Nx\~\Aq
[

| | 140.0168.0

Om,mqm‘mwm“mm“HH‘mwm‘mwm“‘m‘u 7 — T
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032221\
Data File : VY004162.D

Acqg On : 22 Mar 2021 14:31

Operator : SY/MD

Sample : M1749-01

Misc : 5.05g/5mL/MSVOA_Y/SOIL FS-SB-15-11-13

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.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|
Dodecane 14.617 254.5 ug/l 5888480 4 13.428 1156990 50.0
Cyclopentane, 1... 14.684 120.2 ug/l 2780160 4 13.428 1156990 50.0
Undecane, 2,6-d... 14.733 431.0 ug/l 9972620 4 13.428 1156990 50.0
trans,trans-1,8... 14.855 178.6 ug/l 4132630 4 13.428 1156990 50.0
unknown15.044 15.044 164.8 ug/l 3812470 4 13.428 1156990 50.0
Dodecane, 4-met... 15.099 130.6 ug/l 3022010 4 13.428 1156990 50.0
unknown15.141 15.141 310.1 wug/l 7175340 4 13.428 1156990 50.0
Nonane, 3-methyl- 15.214 339.4 ug/l 7853980 4 13.428 1156990 50.0
Tridecane 15.440 201.9 wug/l 4672140 4 13.428 1156990 50.0
unknown15.611 15.611 126.7 ug/l 2932560 4 13.428 1156990 50.0
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