LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061021\
Data File : VY005106.D

Acqg On : 11 Jun 2021 04:26
Operator : SY/MD

Sample : M2645-01

Misc : 1.13G/5ML/MSVOA_Y/SOIL

ALS Vvial : 48 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@05106.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.729 465 477 498 rBV3 35388 126953 2.25% 0.644%
2 5.759 633 646 664 rVB3 41038 128709 2.28% 0.653%
3 7.728 959 969 974 rBvV 116075 274804 4.87% 1.395%
4 7.795 974 980 990 rVB 209376 473402  8.39%  2.403%
5 8.149 1025 1038 1049 rVvB2 122348 320950 5.69% 1.629%

6 8.697 1119 1128 1139 rBV 322107 620736 11.01%  3.151%
7 10.185 1364 1372 1376 rBV 645638 1170039 20.75% 5.939%
8 10.246 1376 1382 1390 rVB 3269299 5639938 100.00% 28.628%
9 10.374 1395 1403 1410 rVB 136383 245373  4.35%  1.245%
10 10.526 1422 1428 1433 rVB 113739 190556 3.38% ©.967%

11 10.581 1433 1437 1439 rW 43010 66109 1.17% 0.336%
12 10.624 1439 1444 1450 rVV 104538 200531 3.56% 1.018%
13 10.807 1468 1474 1479 rVB 73491 116152 2.06%  ©.590%
14 10.904 1484 1490 1495 rBV 35255 69049  1.22% 0.350%
15 10.971 1495 1501 1505 rVv2 128695 235588 4.18% 1.196%
16 11.038 1508 1512 1517 rVV 223033 361359 6.41% 1.834%
17 11.e93 1517 1521 1527 rVB 168017 279054  4.95% 1.416%
18 11.203 1533 1539 1544 rBV3 87624 161669 2.87% ©0.821%
19 11.294 1544 1554 1563 rVB4 327962 901670 15.99% 4.577%
20 11.380 1563 1568 1573 rBV 188960 309115 5.48% 1.569%

21 11.496 1581 1587 1592 rBV 382176 628048 11.14%
22 11.593 1597 1603 1606 rVV 209369 350850  6.22%
23 11.630 1606 1609 1612 rVV 146041 221951 3.94%
24 11.703 1612 1621 1631 rVV3 921436 2392089 42.41% 12.

ONRRL W
=
N
~
3R

25 11.782 1631 1634 1639 rVB 107070 162271 2.88% 824%
26 12.032 1663 1675 1683 rBV3 292712 707436 12.54%  3.591%
27 12.246 1706 1710 1715 rVB4 40109 68986 1.22% 0.350%
28 12.483 1744 1749 1761 rVB2 312889 515177 9.13% 2.615%
29 12.733 1783 1790 1794 rBV3 39874 76333 1.35% 0.387%
30 12.806 1797 1802 1809 rVB2 108593 187115 3.32% ©.950%
31 12.953 1823 1826 1837 rVB3 38644 63484 1.13% 0.322%
32 13.123 1847 1854 1858 rVB 43121 71699 1.27% 0.364%
33 13.386 1893 1897 1900 rBV 55091 82685 1.47% 0.420%
34 13.428 1900 1904 1913 rVB 345901 544860 9.66% 2.766%
35 13.642 1931 1939 1942 rBV3 94062 161722 2.87% ©.821%

36 13.678 1942 1945 1951 rVV2 94845 135963 2.41% 0.690%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061021\
Data File : VY005106.D

Acqg On : 11 Jun 2021 04:26
Operator : SY/MD

Sample : M2645-01

Misc : 1.13G/5ML/MSVOA_Y/SOIL

ALS Vvial : 48 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 13.757 1952 1958 1960 rVvVv3 60075 101064 1.79% 0.513%
38 13.788 1960 1963 1968 rVvVv2 90913 149347 2.65% 0.758%
39 13.837 1968 1971 1977 rVWV3 42178 71359 1.27% 0.362%
49 13.904 1977 1982 1988 rvv4 29674 68286 1.21% 0.347%
41 13.965 1988 1992 2000 rVB3 34230 61906 1.10% 0.314%
42 14.995 2156 2161 2166 rBV2 37998 62245 1.10% 0.316%
43 15.294 2204 2210 2218 rBV2 117060 203276 3.60% 1.032%
44 15.574 2249 2256 2262 rVV 81165 130671 2.32% 0.663%
45 15.647 2262 2268 2271 rVV2 98694 179056 3.17% 0.909%
46 15.684 2271 2274 2277 rW 98309 150182 2.66% 0.762%
47 15.727 2277 2281 2285 rVWV 85526 141553 2.51% 0.719%
48 15.769 2285 2288 2294 rVWW 35068 56985 1.01% 0.289%
49 15.842 2294 2300 2307 rVB3 25083 62741 1.11% 0.318%
Sum of corrected areas: 19701096
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061021\

: VY005106.D

: 11 Jun 2021 04:26

: SY/MD

. M2645-01

: 1.13G/5ML/MSVOA_Y/SOIL
. 48

Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: VY005106.D\data.ms

4.729 5.759

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: VY005106.D\data.ms

10.246

11.703

10.18
11.2941.496

0
Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

10.50 11.00 11.50

10.00

—— ‘
9.00 9.50
TIC: VY005106.D\data.ms

12.032 12.483 13.428

12.246 127805 9513123 13.386 1568205 14.995 15294 1515%4zy,»

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061021\
Data File : VY005106.D

Acqg On : 11 Jun 2021 04:26
Operator : SY/MD

Sample : M2645-01

Misc : 1.13G/5ML/MSVOA_Y/SOIL

ALS vial : 48 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 5
R.T. EstConc Area Relative to ISTD R.T.
10.374 19.53 ug/l 245373  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 72
3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 64
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
5 Oxalic acid, ethyl isohexyl ester 202 C10H1804 1000309-32-5 53
Abundance Scan 1403 (10.374 min): VY005106.D\data.ms (-1395) (-  m/z 43.05 100.00%
43.0
85.1
5000
H H 114.0 10.00 10.50
el 2069 o g5 1 55.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7618: Octane
43.0
5000 /\\‘ T ‘A/‘\
10.00 10.50
85.0 m/z 41.65 49.48%
114.0
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #97056: Oxalic acid, isohexyl pentyl ester
43.0
AN iy
10.00 10.50
5000 m/z 57.00 43.02%
85.0
1290 1610
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #7622: Hexane, 3-ethyl- ‘ 4NA\‘ ‘ 7A\
43.0 10.00 10.50
m/z 71.10 35.40%
5000 84.0
sol ||| meo Al
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50

82Y060221S.M Fri Jun 11 16:26:13 2021 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061021\
Data File : VY005106.D

Acqg On : 11 Jun 2021 04:26
Operator : SY/MD

Sample : M2645-01

Misc : 1.13G/5ML/MSVOA_Y/SOIL

ALS vial : 48 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, 1,2-dimethyl-,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.526  15.17 ug/1 190556 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 91
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 90
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 87
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 83
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 81

Abundance Scan 1428 (10.526 min): VY005106.D\data.ms (-1422) (- m/z 97.05 100.00%
97.0

55.1
5000 J\]\
)
H H 10.50
e L L2088 soip 72,84
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6815: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
5000
10.50
m/z 112.05 34.55%
) |
\\\‘\H\\“‘\\\“\“\\\‘h\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6806: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0
o e
10.50
5000 ITI/Z 41.05 34.32%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans- e ‘
55.0 97.0 10.50
m/z 56.00 22.89%
5000
27.0
v
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061021\
Data File : VY005106.D

Acqg On : 11 Jun 2021 04:26
Operator : SY/MD

Sample : M2645-01

Misc : 1.13G/5ML/MSVOA_Y/SOIL

ALS vial : 48 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, 1,4-dimethyl-,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.624 15.96 ug/l 200531  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 95
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 94
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 94
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 91
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 87

Abundance Scan 1444 (10.624 min): VY005106.D\data.ms (-1439) (- m/z 97.10 100.00%
97.1

55.0
5000 M
‘ ‘ 10.50 11.00
I }h “M\‘”! ”\‘H‘\M‘ T LA B B e B 2\8\1\ m/Z 55.00 78.03%
miz--> 50 100 150 200 250
Abundance #6814: Cyclohexane, 1,4-dimethyl-, trans-
53.0 97.0
5000
10.50 11.00
m/z 112.05  37.85%
1\5‘-\0“\ H‘ ‘H\ hh \‘h T H‘ \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #6805: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0
T o
10.50 11.00
5000 m/z 41.00  31.46%
1‘5‘0‘”‘ ‘\‘\‘ ‘\h ‘hh . ‘\‘ . — — —
miz--> 50 100 150 200 250
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans- e ——
55.0 97.0 10.50 11.00
m/z 56.10 25.48%
5000
150 e e - WA —
mlz--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061021\
Data File : VY005106.D

Acqg On : 11 Jun 2021 04:26

Operator : SY/MD

Sample : M2645-01

Misc : 1.13G/5ML/MSVOA_Y/SOIL

ALS vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060221S.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 Cyclohexane, 1,3,5-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.971 18.76 ug/l 235588 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 94
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 93
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 83
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 74

5 2-Pyrazoline, 1-isopropyl-5-methyl- 126 C7H14N2

Abundance Scan 1501 (10.971 min): VY005106.D\data.ms (-1495) (-

026964-54-5 64

m/z 69.00 100.00%

69.0 111.1
5000 41.0
App o I
149.1 11.00
95.0
““““WN“NI‘H el B0 Ll L wjz 11110 92.30%
miz--> 20 40 60 80 100 120 140
Abundance #11597: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
5000 L
11.00
4L.0 m/z 55.60  54.94%
\\]-\5\.0‘\‘\‘\ \“H\ T \‘!“ \‘\‘\ T “}9\1\.9‘ T 1 T ‘ T \.\ T ‘ T \‘
miz-> 20 40 60 80 100 120 140
Abundance #11640: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0
‘ o
11.00
5000 41.0 m/z 41.00  37.84%
|
"‘\"1“HL‘JM‘NJ‘WHQ%Q“‘!‘}Hgg“““
miz--> 20 40 60 80 100 120 140
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. Fe
69.0 111.0 11.00
m/z 126.10 25.79%
41.0
5000
il L.
Al e | aeso Lol
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061021\
Data File : VY005106.D

Acqg On : 11 Jun 2021 04:26

Operator : SY/MD

Sample : M2645-01

Misc : 1.13G/5ML/MSVOA_Y/SOIL

ALS vial : 48 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 Cyclohexane, ethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.038 28.77 ug/l 361359 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 90
2 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 58
3 3,4-Dimethyl-2-hexene 112 C8H16 002213-37-8 53
4 trans-3,4-Dimethyl-2-hexene 112 C8H16 019550-82-4 53
5 4-Ethyl-2-hexene 112 C8H16 019780-46-2 53

Abundance Scan 1512 (11.038 min): VY005106.D\data.ms (-1508) (-  m/z 83.10 100.00%

83.1
5000
41.0

‘ b ‘ 11.00
g lopo118r 2069 281 55.00  56.84%

miz-> 50 100 150 200 250
Abundance 6665: Cyclohexane, ethyl-
83.0
41.0 k

H*

5000
1100
m/z 82.05 47 .24%
T . T H\ ‘h H‘ H‘ \‘ T ’1].\%.\0\ T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 100 150 200 250
Abundance #6768: 2-Pentene, 3-ethyl-2-methyl-
55.0 JJ\¥
T ‘
11.00
5000 41.05 26.61%
112.0
1‘5"0“‘ H‘\\“’ — — T —
m/z--> 50 100 150 200 250
Abundance #6697: 3,4-Dimethyl-2-hexene
55.0 1100
m/z 112.10 22.13%
5000
112.0
H H\\\\ L ‘ \ /\
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\VY061021\
Data File : VY005106.D

Acqg On : 11 Jun 2021 04:26
Operator : SY/MD

Sample : M2645-01

Misc : 1.13G/5ML/MSVOA_Y/SOIL

ALS vial : 48 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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
1183 22.22 ug/l 279654  Chlorobenzene-ds 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 comis 003073-66-3 95

2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18

3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18

4 6-Methyl-hept-2-yn-4-0l 126 C8H140

5 1-Aminocyclopropanecarboxylic ac... 156 C7H12N202

Abundance Scan 1521 (11.093 min): VY005106.D\data.ms (-1517) (-

001795-27-3 59
001795-26-2 59
060018-69-1 59
1000375-50-8 53

m/z 111.10 100.00%

111.1
69.0
5000
41.0
- i
L oo
el 2088 L 69.00  67.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11598: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 41.0 T \
11.00
m/z 55.00 38.68%
’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11641: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
690 1110
T T
11.00
5000 m/z 41.05 27.29%
41.0
EL1. T 0 A VR N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. e :
69.0 111.0 11.00
m/z 56.10 20.15%
41.0
5000
150‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00

82Y060221S.M Fri Jun 11 16:26:16 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061021\
Data File : VY005106.D

Acqg On : 11 Jun 2021 04:26

Operator : SY/MD

Sample : M2645-01

Misc : 1.13G/5ML/MSVOA_Y/SOIL

ALS vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060221S.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 7 Cyclohexane, 1,3,5-trimethy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

11.204 7178 ug/l 901670 Chlorobenzene-ds 11.496

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane,
2 Cyclohexane,

1,3,5-t
1,2,4-t
3 Cyclohexane, 1,2,4-t
1,3,5-t

4 Cyclohexane,

rimethyl-, (... 126 C9H18
rimethyl-, (... 126 C9H18
rimethyl- 126 CO9H18
rimethyl-, (... 126 C9H18

5 2,4,6-Trimethyl-1,5-diazabicyclo... 126 C7H14N2

001795-26-2 87
007667-60-9 80
002234-75-5 76
001795-27-3 74
1000283-21-2 64

Abundance Scan 1554 (11.294 min): VY005106.D\data.ms (-1544) (- m/z 111.10 100.00%

69.1 111.1
- m }\/\N
3910 = ——t—
H ‘ ‘ ‘ ‘ ' 11.00 11.50
L Laao 2212 2810 ;69,16 88.11%
m/z--> 50 100 150 200 250
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0
5000 T =
390 11.00 11.50
m/z 55.00  64.52%
T ‘\ “! ‘\‘h \“’ 1‘ b L B B B B B B B
m/z--> 50 100 150 200 250
Abundance #11633: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
~— —5
11.00 11.50
5000 m/z 41.00 49.83%
39.0
m/z--> 50 100 150 200 250
Abundance #11592: Cyclohexane, 1,2,4-trimethyl- T —
69.0 11.00 11.50
111.0 m/z 43.10 46.13%
5000
. ‘\H‘ M “\H‘\ : u‘\’ \“ — — — p P
mlz--> 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\VY061021\
Data File : VY005106.D

Acqg On : 11 Jun 2021 04:26
Operator : SY/MD

Sample : M2645-01

Misc : 1.13G/5ML/MSVOA_Y/SOIL

ALS vial : 48 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 Octane, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.380 24.61 ug/l 309115 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, 2,5-dimethyl- 128 C9H20 002216-30-0 81
3 Heptane, 4-(1-methylethyl)- 142 C1eH22 052896-87-4 64
4 Hexane, 3-ethyl-4-methyl- 128 C9H20 003074-77-9 59
5 Undecane, 6-methyl- 170 C12H26 017302-33-9 59

Abundance Scan 1568 (11.380 min): VY005106.D\data.ms (-1563) (- m/z 57.10 100.00%

57.1
5000 //L
98.1
‘ 128.0 11. OO 11 50
e L 2280 2068y 41,00 27.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12669: Octane, 3-methyl-
57.0
5000 — S
11.00 11.50
m/z 43.05 27.58%
29.0 98.0
B A Y
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12699: Heptane, 2,5-dimethyl-
57.0
=k ——
11.00 11.50
5000 ITI/Z 56.00 23.74%
29.0 99.0
el e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19222: Heptane, 4-(1-methylethyl)- — —
57.0 11.00 11.50
m/z 98.10  18.82%
5000
27.0 98.0
b amouzo PUWYN
‘H"H‘“H"_“‘_"w“‘w“H“‘H“H“‘H“H“ R
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061021\
Data File : VY005106.D

Acqg On : 11 Jun 2021 04:26
Operator : SY/MD

Sample : M2645-01

Misc : 1.13G/5ML/MSVOA_Y/SOIL

ALS vial : 48 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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.294  18.65 ug/l 203276 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 78
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
3 Heptacosane 380 C27H56 000593-49-7 64
4 Hexadecane 226 C16H34 000544-76-3 64
5 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 64

Abundance Scan 2210 (15.294 min): VY005106.D\data.ms (-2204) (-  m/z 71.10 100.00%

1.1
5000
= —
‘ ‘ 127.2 69.3 15.00 15.50
\\\“‘\‘\““\“\“‘\“\\‘]T\\.\\2‘1\2\.0\\‘\\\\‘\\\\’\\\\ m/z 57-09 97'56%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57.0
5000 = 1
15.00 15.50
m/z 43.10 89.76%
T \“\ ‘\““\“U \“\h“ \“ \]‘.\4\].‘9]_\8\3\0‘ L ‘2\68\'9\ ‘ L ’ T T
m/z--> 50 100 150 200 250 300 350
Abundance #71406: Dodecane, 2,6,11-trimethyl-
57.0
= —
15.00 15.50
5000 m/Z 85.10 70.56%
%g'o 169.0
o LNl 0220
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane = —
57.0 15.00 15.50
m/z 41.00 39.74%
- M
J‘ L % ‘%410183022502670 3230 380.(
“““““““‘ T A B e e e —— —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061021\
Data File : VY005106.D

Acqg On : 11 Jun 2021 04:26
Operator : SY/MD

Sample : M2645-01

Misc : 1.13G/5ML/MSVOA_Y/SOIL

ALS vial : 48 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 unknownl5.647 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.647 16.43 ug/l 179056 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dimethyl-3-heptene, (Z)- 126 C9H18 059643-73-1 49
2 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 46
3 1,1,4-Trimethylcyclohexane 126 CO9H18 007094-27-1 38
4 Cyanamide, dibutyl- 154 C9H18N2 002050-54-6 38
5 2-Acetylcyclopentanone 126 C7H1002 001670-46-8 35
Abundance Scan 2268 (15.647 min): VY005106.D\data.ms (-2262) (-  m/z 69.00 100.00%
69.
41,0
5000 111.1
— o
‘ ‘ ‘ 154.1 ] 15.50 16.00
el bl b e 2102 2668y 4310 92.08%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #11577: 2,3-Dimethyl-3-heptene, (Z)-
69.0
41.0
5000 L A
15.50 16.00
126.0 m/z 55.10  62.82%
97.0 ‘
\\\’\H\\“’“\\‘\“!“\‘H\‘M\‘\H“H‘H’\‘\H’\H\‘HH‘\\H‘HH’HH’HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #6735: 1-Hexene, 3,3-dimethyl-
69.0
— =
21.0 15.50 16.00 )
5000 m/z 57.05 61.99%
97.0
N
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #11573: 1,1,4-Trimethylcyclohexane Co =
69.0 111.0 15.50 16.00
m/z 85.05 58.09%
- | M
m/z--> 20 40 60 80 100120140160180200220240260 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061021\
Data File : VY005106.D

Acqg On : 11 Jun 2021 04:26
Operator : SY/MD

Sample : M2645-01

Misc : 1.13G/5ML/MSVOA_Y/SOIL

ALS Vvial : 48 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 19.5 wug/l 245373 3 11.496 628048 50.0
Cyclohexane, 1,. 10.526 15.2 ug/l 190556 3 11.496 628048 50.0
Cyclohexane, 1,. 10.624 16.0 ug/l 200531 3 11.496 628048 50.0
Cyclohexane, 1,... 10.971 18.8 wug/l 235588 3 11.496 628048 50.0
Cyclohexane, et... 11.038 28.8 wug/l 361359 3 11.496 628048 50.0
Cyclohexane, 1,... 11.093 22.2 ug/l 279054 3 11.496 628048 50.0
Cyclohexane, 1,... 11.294 71.8 wug/l 901670 3 11.496 628048 50.0
Octane, 3-methyl-  11.380 24.6 ug/l 309115 3 11.496 628048 50.0
Nonadecane 15.294 18.6 wug/l 203276 4 13.428 544860 50.0
unknown15.647 15.647 16.4 wug/l 179056 4 13.428 544860 50.0
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