LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy060921\
Data File : VY005060.D

Acqg On : 09 Jun 2021 20:33
Operator : SY/MD

Sample : M2645-01

Misc : 1.01G/5ML/MSVOA_Y/SOIL

ALS Vvial : 23  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\82Y060221S.M

Title : SW846 8260

Signal : TIC: VY@05060.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.728 463 477 494 rBV3 37554 127347 3.03% 0.682%
2 5.759 633 646 660 rBvV2 28710 91324 2.17% 0.489%
3 7.728 959 969 974 rBvV 141704 339406 8.08% 1.818%
4 7.795 974 980 990 rVB 248565 560066 13.34%  2.999%
5 8.149 1024 1038 1050 rBV 148484 347751 8.28% 1.862%

6 8.697 1119 1128 1137 rBV 389645 773174 18.41% 4.141%
7 10.185 1364 1372 1376 rBV 744763 1357582 32.33% 7.270%
8 10.246 1376 1382 1390 rVB 2469741 4198898 100.00% 22.486%
9 10.374 1395 1403 1409 rVB 105153 189733  4.52% 1.016%
10 10.520 1422 1427 1433 rVB 87195 149526 3.56% 0.801%

11 10.618 1439 1443 1449 rVB 80386 138015 3.29% ©.739%
12 10.807 1468 1474 1479 rVB2 56757 91822 2.19% 0.492%
13 10.904 1484 1490 1496 rBV 28125 55597 1.32% 0.298%
14 10.971 1496 1501 1505 rWV 95264 179083  4.27% ©.959%
15 11.e38 1508 1512 1516 rVV 167951 273403 6.51% 1.464%

16 11.093 1516 1521 1527 rVB 127824 225268 5.36%
17 11.203 1533 1539 1544 rBV3 68466 127326 3.03%
18 11.294 1544 1554 1563 rVB4 263497 701803 16.71%
19 11.380 1563 1568 1573 rBV 157574 251411 5.99%
20 11.489 1580 1586 1593 rBV 533835 899710 21.43%

AP WOR
~N
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R

21 11.593 1597 1603 1606 rVV 156349 265433 6.32% 1.421%
22 11.630 1606 1609 1612 rVV 110273 167838 4.00% 0.899%
23 11.703 1612 1621 1631 rVV3 731251 1890739 45.03% 10.126%
24 11.782 1631 1634 1640 rVB 83035 125485 2.99% 0.672%
25 12.032 1663 1675 1683 rBv2 238173 562128 13.39% 3.010%

26 12.203 1699 1703 1706 rBV2 31701 47969 1.14% 0.257%
27 12.252 1706 1711 1715 rVV2 36965 68443 1.63% ©.367%
28 12.337 1719 1725 1730 rBV5 20165 42389 1.01% ©.227%
29 12.483 1744 1749 1755 rBV2 432629 673125 16.03%  3.605%
30 12.648 1772 1776 1784 rVB4 18371 45631 1.09% 0.244%
31 12.733 1784 1790 1794 rBV3 36177 67060 1.60% ©.359%
32 12.806 1797 1802 1809 rVB2 101443 171937 4.09% 0.921%
33 12.916 1816 1820 1823 rBV2 33199 44696 1.06% 0.239%
34 12.959 1823 1827 1834 rVV4 39036 69533 1.66% ©.372%
35 13.123 1850 1854 1859 rVB 47141 71322 1.70% ©.382%
36 13.385 1893 1897 1900 rBV 56462 87111 2.07% 0.467%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy060921\
Data File : VY005060.D

Acqg On : 09 Jun 2021 20:33
Operator : SY/MD

Sample : M2645-01

Misc : 1.01G/5ML/MSVOA_Y/SOIL

ALS Vvial : 23  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\82Y060221S.M
Title : SW846 8260
37 13.428 1900 1904 1912 rVB 512647 780441 18.59% 4.180%
38 13.642 1932 1939 1942 rBV3 93336 160351 3.82% ©.859%
39 13.678 1942 1945 1952 rVB2 96284 140436 3.34% 0.752%
40 13.757 1952 1958 1960 rBvV2 62309 100459 2.39% 0.538%
41 13.788 1960 1963 1968 rvVv 94027 153729 3.66% 0.823%
42 13.837 1968 1971 1977 rVWVW3 44920 72676 1.73% 0.389%
43 13.904 1977 1982 1989 rVv3 32787 73306 1.75% 0.393%
44 13.971 1989 1993 1999 rVvB3 30932 52835 1.26% 0.283%
45 14.928 2145 2150 2156 rBV3 27373 48717 1.16% 0.261%
46 14.995 2156 2161 2166 rVWV 51329 76995 1.83% 0.412%
47 15.056 2167 2171 2175 rW 31652 48629 1.16% 0.260%
48 15.294 2205 2210 2218 rVV 155613 266271 6.34% 1.426%
49 15.367 2218 2222 2226 rW 45157 73832 1.76% 0.395%
50 15.422 2226 2231 2238 rVWW4 27116 72728 1.73% 0.389%
51 15.489 2238 2242 2246 rVWW2 27821 43838 1.04% 0.235%
52 15.574 2250 2256 2262 rW 108116 174229 4.15% 0.933%
53 15.647 2262 2268 2271 rW 139055 248977 5.93% 1.333%
54 15.684 2271 2274 2277 rVW 137579 213980 5.10% 1.146%
55 15.727 2277 2281 2285 rVV 119403 207022  4.93% 1.109%
56 15.769 2285 2288 2294 rWW 51285 85126 2.03% ©.456%
57 15.842 2294 2300 2307 rVW2 39917 99323 2.37% ©.532%
Sum of corrected areas: 18672984

82Y060221S.M Thu Jun 10 16:33:54 2021 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy060921\
Data File : VY005060.D

Acqg On : 09 Jun 2021 20:33
Operator : SY/MD

Sample : M2645-01

Misc : 1.01G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060221S.M
Quant Title : SW846 8260

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

Abundance TIC: VY005060.D\data.ms
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Abundance TIC: VY005060.D\data.ms

10.246
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Abundance TIC: VY005060.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy060921\
Data File : VY005060.D

Acqg On : 09 Jun 2021 20:33
Operator : SY/MD

Sample : M2645-01

Misc : 1.01G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060221S.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 Octane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.374 10.54 ug/l 189733  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 91
2 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 78
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 59

Abundance Scan 1403 (10.374 min): VY005060.D\data.ms (-1395) (-  m/z 43.10 100.00%
3.1

5000 85.1
H H 10.00 10.50
ol dhld d 11901452 28LU n; 5,10 44.82%
miz--> 50 100 150 200 250
Abundance #7618: Octane
43.0
5000 /\ ‘ o /J\/\
10.00 10.50
85.0 m/z 41.65 44.77%
O T T T L“ ‘ “\ !‘ \‘ T ‘1\15\0\ T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #97056: Oxalic acid, isohexyl pentyl ester
43.0
= =
10.00 10.50
5000 m/z 57.05 39.28%
85.0
ok J“ ‘!‘ 12901610
m/z--> 50 100 150 200 250
Abundance #7633: Hexane, 2,4-dimethyl- = =
43.0 10.00 10.50
m/z 71.05 29.14%
85.0
5000
ool l || wso W1
miz--> 50 100 150 200 250 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy060921\
Data File : VY005060.D

Acqg On : 09 Jun 2021 20:33
Operator : SY/MD

Sample : M2645-01

Misc : 1.01G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060221S.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 Cyclohexane, ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.038 15.19 ug/l 273403  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
2 Cyclohexane, 2-propenyl- 124 COH16 002114-42-3 64
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 59
4 3-Ethyl-2-hexene 112 C8H16 000620-00-8 53
5 (E)-4-Oxohex-2-enal 112 C6H802 1000374-04-2 50

Abundance Scan 1512 (11.038 min): VY005060.D\data.ms (-1508) (-  m/z 83.10 100.00%

83.1
5000
41.1
112.1 T ‘
‘ ‘ ) 11.00
ol did b [ 1as2 2071 2810 L, 5 0p  56.72%
m/z--> 50 100 150 200 250
Abundance #6668: Cyclohexane, ethyl-
83.0
5000 T 1
41.0 11.00
112.0 m/z 82.05 48.94%
O T T H\ ‘\H ‘H‘\ H\‘ \“\ ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance #10655: Cyclohexane, 2-propenyl-
55.0
—7 ‘
11.00
5000 ITI/Z 41.10 29.39%
96.0
ol280l 1 ‘ 1o
m/z--> 50 100 150 200 250
Abundance #11539: Cyclohexane, propyl- —
83.0 11.00
m/z 112.10 20.99%
5000
41.0
126.0 k j\
Il b
ol el — — e
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy060921\
Data File : VY005060.D

Acqg On : 09 Jun 2021 20:33
Operator : SY/MD

Sample : M2645-01

Misc : 1.01G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060221S.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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.093 12.52 ug/1 225268 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 74
2 Acetamide, 2-fluoro-N-phenyl- 153 C8H8FNO 000330-68-7 53
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 50
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 47
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 47

Abundance Scan 1521 (11.093 min): VY005060.D\data.ms (-1516) (- m/z 111.05 100.00%
111.1
69.0
5000
41.0
T \
L) s 00
o el ol JPLO 38271500 1742 4/, 69 06 68.56%
miz--> 20 40 60 80 100 120 140 160
Abundance #11598: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 41.0 o :
11.00
m/z 55.00 38.14%
091.0128.0 1
miz--> 20 40 60 80 100 120 140 160
Abundance #26539: Acetamide, 2-fluoro-N-phenyl-
111.0
T \
11.00
5000 m/z 41.05 27.34%
57.0 830 153.0
Ob et el e
m/z--> 20 40 60 80 100 120 140 160
Abundance #11593: Cyclohexane, 1,3,5-trimethyl- — ‘
69.0 111.0 11.00
m/z 56.00 22.40%
- 1 W\NMA
0 ‘“1‘”‘;“”“!““;““‘:9‘1;9"m_m_m_m ‘ RS
m/z--> 20 40 60 80 100 120 140 160 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy060921\
Data File : VY005060.D

Acqg On : 09 Jun 2021 20:33
Operator : SY/MD

Sample : M2645-01

Misc : 1.01G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060221S.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 Cyclohexane, 1,2,4-trimethy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

11.294 39.00 ug/l 701803  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 95
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 87
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 81
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 76
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 68

Abundance Scan 1554 (11.294 min): VY005060.D\data.ms (-1544) (- m/z 111.10 100.00%

69.0 1111
41.1
ML I
. —
H ‘ 11.00 11.50
Okl bl g L1648 2208 . 69 gp  98.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11633: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
41.0
5000 = =
11.00 11.50
m/z 55.00 68.80%
15.0 ‘
O\\\‘\‘\‘l\\‘ \\‘\“\"\‘\\\‘H‘!\\\“\\1\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0
= —4
41.0 11.00 11.50
5000 ITI/Z 41.10 52.45%
150‘
N H“‘Mlmum,mWH_MWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11594: Cyclohexane, 1,2,4-trimethyl- T —
69.0 11.00 11.50
111.0 m/z 43.05 50.74%
5000 41.0
A H“J,u“w‘!‘H“HH,mww_wwww WJL\ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy060921\
Data File : VY005060.D

Acqg On : 09 Jun 2021 20:33
Operator : SY/MD

Sample : M2645-01

Misc : 1.01G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060221S.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 Octane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.380 13.97 ug/l 251411  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 91
2 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 59
3 Heptane, 4-propyl- 142 C10H22 003178-29-8 59
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 59
5 Undecane, 6-methyl- 170 C12H26 017302-33-9 59

Abundance Scan 1568 (11.380 min): VY005060.D\data.ms (-1563) (- m/z 57.10 100.00%

57.1 ‘
5000 k
98.0
‘ 128.1 11. OO 11 50
oM dy ) 1811500 2810 ;45,95  29.35%
miz--> 50 100 150 200 250
Abundance #12669: Octane, 3-methyl-
i M\/\JJ\/\\
5000 ) ——
11.00 11.50
98.0 m/z 41.05 27.73%
27.0‘ :
O T T “\ ‘f‘ ‘M\ ‘U T T h‘ \1\28\0\ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #19222: Heptane, 4-(1-methylethyl)-
57.0
— ~
11.00 11.50
5000 m/z 56.05 22.96%
27.0 98.0
SIS O S =
m/z--> 50 100 150 200 250
Abundance #19174: Heptane, 4-propyl- “ T
57.0 11.00 11.50
m/z 98.05 17.55%
5000
98.0
P I O - LN
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy060921\
Data File : VY005060.D

Acqg On : 09 Jun 2021 20:33
Operator : SY/MD

Sample : M2645-01

Misc : 1.01G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060221S.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, 2,6,11-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.294 17.06 ug/l 266271 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 74
2 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 72
3 Heneicosane 296 C21H44 000629-94-7 72
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 64
5 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 59

Abundance Scan 2210 (15.294 min): VY005060.D\data.ms (-2205) (-  m/z 71.10 100.00%

71.1
5000
— —
3900 | 1130 e 15.00 15.50
ol b L g ST 2069 2600 m/z 57.00 97.10%
m/z--> 50 100 150 200 250
Abundance #71406: Dodecane, 2,6,11-trimethyl-
57.0
5000 = —
15.00 15.50
m/z 43.05 96.37%
%90 169.0
01\4.\0“\ ‘\‘ ‘h T H“‘ \“‘\ ““ \‘H T “\ T ‘ T ‘\ .\ T %]_\2\0\ T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #48887: Decane, 2,3,7-trimethyl-
43.0
— —
15.00 15.50
5000 85.0 m/z 85.10 65.53%
141.0
o‘““u““‘!u‘w“\‘Hl_”‘_‘”_‘”
m/z--> 50 100 150 200 250
Abundance #141426: Heneicosane s —
57.0 15.00 15.50
m/z 41.00 41.85%
5000
99.0
ol280) L 41| | 140 130 2250 zec UMM
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\vy060921\
Data File : VY005060.D

Acqg On : 09 Jun 2021 20:33
Operator : SY/MD

Sample : M2645-01

Misc : 1.01G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060221S.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 unknownl5.574 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.574 11.16 ug/l 174229 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decene, 7-methyl-, (Z)- 154 C11H22 074630-23-2 49
2 2-Undecene, 4-methyl- 168 C12H24 091695-32-8 47
3 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 45
4 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 38
5 2,3-Dimethyl-3-heptene 126 C9H18 1000113-49-3 38
Abundance Scan 2256 (15.574 min): VY005060.D\data.ms (-2250) (-  m/z 69.00 100.00%
69.0
5000
111.1
1 \
39/0
15.50
154.2 .
Ot bl L 0T 1020 2810 4300 86.57%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27057: 2-Decene, 7-methyl-, (2)-
55.0
5000 — :
15.50
84.0 m/z 55.00  59.13%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36789: 2-Undecene, 4-methyl-
69.0
T \
15.50
5000 m/z 57.10 58.40%
29.0
ook d L 1250 80
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6735: 1-Hexene, 3,3-dimethyl- T ‘
69.0 15.50
m/z 41.00 55.05%
5000
i W
O ety el bbby e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy060921\
Data File : VY005060.D

Acqg On : 09 Jun 2021 20:33
Operator : SY/MD

Sample : M2645-01

Misc : 1.01G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060221S.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 Hexane, 2,3,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.647 15.95 ug/1 248977 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 50
2 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 46
3 2-Undecene, 4-methyl- 168 C12H24 091695-32-8 43
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 35
5 4-Methylpentan-2-yl propyl carbo... 188 C10H2003 1000372-81-8 35

Abundance Scan 2268 (15.647 min): VY005060.D\data.ms (-2262) (-  m/z 69.05 100.00%

69.0
5000 111.1
— e
39"1 ‘ | 1541 , 15.50 16.00
ol Ml L T 2102 2810, 43,06 95.32%
m/z--> 50 100 150 200 250
Abundance #12714: Hexane, 2,3,4-trimethyl-
43.0
5000 85.0 — =
15.50 16.00
m/z 55.00 65.30%
o0l | ||| a0
T T 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 #6735: 1-Hexene, 3,3-dimethyl-
69.0
—— —
15.50 16.00
5000 m/z 57.05 60.77%
39.0 112.0
oyl b
m/z--> 50 100 150 200 250
Abundance #36789: 2-Undecene, 4-methyl- T =
69.0 15.50 16.00
m/z 41.00 59.58%
5000
29.0
0|, 1250 1680
ob——A L — — —
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy060921\
Data File : VY005060.D

Acqg On : 09 Jun 2021 20:33
Operator : SY/MD

Sample : M2645-01

Misc : 1.01G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060221S.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, 1-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.684 13.71 ug/1 213980 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 64
2 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 64
3 Nonane, 1-iodo- 254 C9H191 004282-42-2 64
4 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 53
5 Decane, 4-methyl- 156 C11H24 002847-72-5 49

Abundance Scan 2274 (15.684 min): VY005060.D\data.ms (-2271) (- m/z 71.10 100.00%

71.1
5000
— —
‘ | ‘12‘7'1 1692 51,5 Je11 15.50 16.00
) R L T A VP - AL m/z 57.05 84.78%
miz--> 50 100 150 200 250 300
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 T —
15.50 16.00
m/z 43.00 62.73%
‘ 183.0
O T \“\‘ ‘\ “ ‘“ “ “ \‘\%4\]-’()‘\ T \‘\ ’ T T T T ’ T L \?"1\0|
m/z--> 50 100 150 200 250 300
Abundance #48914: Nonane, 3-methyl-5-propyl-
57.0
— —
15.50 16.00
5000 m/z 85.05 51.16%
112.0
om0
miz--> 50 100 150 200 250 300
Abundance #106031: Nonane, 1-iodo- T =
43.0 15.50 16.00
m/z 41.10 20.13%
5000 85.0
‘ ‘ 127.0
oAl yl | 0 250 SR
m/z--> 50 100 150 200 250 300 15.50 16.00

82Y060221S.M Thu Jun 10 16:34:03 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy060921\
Data File : VY005060.D

Acqg On : 09 Jun 2021 20:33
Operator : SY/MD

Sample : M2645-01

Misc : 1.01G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060221S.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 unknownl5.727 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.727 13.26 ug/l 207022 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl-2-propyl- 154 C11H22 081983-71-3 49
2 1-Undecene, 7-methyl- 168 C12H24 074630-42-5 45
3 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 42
4 4-Decene, 4-methyl-, (E)- 154 C11H22 060366-66-7 38
5 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 35

Abundance Scan 2281 (15.727 min): VY005060.D\data.ms (-2277) (- m/z 69.00 100.00%

69.0
410
5000 1111
‘ 1550  16.00
154.2 . .
om,w“‘m‘w“!m\”w‘M“mwmAL_wwzﬂf’ﬁm_?f"o”( m/z 43.10  90.73%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #27097: Cyclohexane, 1,1-dimethyl-2-propyl-
69.0
41.0
5000 e A
15.50 16.00
m/z 55.00 64.07%
‘ 97.0 1390
O\H’\‘H\HH\‘\‘\”H‘\\Hh‘\\‘\\‘\H\“H\‘\‘HH‘\H\‘\H\‘\H\‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #36773: 1-Undecene, 7-methyl-
43.0
— —
15.50 16.00
5000 m/z 57.05  63.24%
70.0
1110
ob b bl ) | aoteso
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #6735: 1-Hexene, 3,3-dimethyl- — =
69.0 15.50 16.00
m/z 41.05 60.33%
41.0
5000
97.0
o‘H,“J‘““‘H‘M“JlH“!‘H_Hw‘HwHH‘HH_Mwwwwu — -
m/z--> 20 40 60 80 100120140160 180200220240 260 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy060921\
Data File : VY005060.D

Acqg On : 09 Jun 2021 20:33
Operator : SY/MD

Sample : M2645-01

Misc : 1.01G/5ML/MSVOA_Y/SOIL

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060221S.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|
Octane 10.374 10.5 ug/l 189733 3 11.496 899710 50.0
Cyclohexane, et... 11.038 15.2 wug/l 273403 3 11.496 899710 50.0
Cyclohexane, 1,... 11.093 12.5 ug/l 225268 3 11.496 899710 50.0
Cyclohexane, 1,... 11.294 39.0 wug/l 701803 3 11.496 899710 50.0
Octane, 3-methyl- 11.380 14.0 ug/l 251411 3 11.496 899710 50.0
Dodecane, 2,6,1... 15.294 17.1 ug/l 266271 4 13.428 780441 50.0
unknown15.574 15.574 11.2 ug/l 174229 4 13.428 780441 50.0
Hexane, 2,3,4-t... 15.647  15.9 ug/l 248977 4 13.428 780441 50.0
Tridecane, 1-iodo- 15.684 13.7 ug/l 213980 4 13.428 780441 50.0
unknown15.727 15.727 13.3 ug/l 207022 4 13.428 780441 50.0
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