LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91721\
Data File : VY006068.D

Acqg On : 17 Sep 2021 14:05

Operator : SY/MD

Sample : M3770-03

Misc : 7.48G/5ML/MSVOA_Y/SOIL SUP-VST-01-(13-15

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\82Y091421S.M
Title : SW846 8260
Signal : TIC: VYQ06068.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 9.185 1193 1208 1215 rBV2 942455 2134914 2.23% 0.271%
2 9.825 1307 1313 1325 rVB2 1243132 2880680 3.01% 0.365%
3 9.965 1325 1336 1348 rBV 1145791 2540289 2.66% 0.322%
4 10.179 1365 1371 1375 rBV2 1569095 2861839 2.99% 0.363%
5 10.374 1394 1403 1410 rVB2 1292462 2571172 2.69% 0.326%
6 10.526 1422 1428 1436 rVB 905675 1653750 1.73% 0.210%
7 10.624 1436 1444 1448 rBvV2 514334 1103902 1.15% 0.140%
8 10.715 1455 1459 1465 rVB 876491 1363976 1.43% 0.173%
9 10.807 1465 1474 1480 rVB 1750908 2900584 3.03% 0.368%
10 10.910 1480 1491 1498 rBV 1706008 3581212 3.74% 0.454%

11 10.977 1498 1502 1507 rVV2 818963 1551259 1.62%
12 11.038 1507 1512 1517 rVV 2462718 4134655 4.32%
13 11.093 1517 1521 1526 rVV 2568292 4210925 4.40%
14 11.209 1534 1540 1544 rBV 2930003 4896392 5.12%
15 11.282 1544 1552 1563 rVB4 7482667 17985867 18.80%

NOOO®
Ul
w
I
3R

16 11.386 1563 1569 1579 rBV 8882660 14133678 14.77%
17 11.483 1579 1585 1590 rBV2 788406 1547590 1.62%
18 11.575 1595 1600 1605 rBV3 893461 1673177 1.75%

NOOOR
N
[y
N
R

19 11.630 1605 1609 1612 rBV 1242619 1746714 1.83% 222%
20 11.721 1612 1624 1626 rBV2 9732427 20238282 21.16% 567%
21 11.782 1632 1634 1640 rVB 4738062 6870041 7.18% 0.871%
22 11.898 1646 1653 1655 rBV2 1487237 3526115 3.69% 0.447%

23 11.941 1655 1660 1664 rVB2 8102055 12525778 13.09%  1.589%
24 12.014 1664 1672 1678 rBv4 19451250 41895290 43.79% 5.314%
25 12.069 1678 1681 1684 rVB2 3497869 3859144 4.03% 0.489%

26 12.136 1687 1692 1696 rVB 23843912 33793664 35.33% 4.286%
27 12.209 1696 1704 1706 rBV3 15117570 27375556 28.62% 3.472%
28 12.252 1706 1711 1717 rVB3 23301951 44765197 46.79% 5.678%
29 12.331 1721 1724 1726 rBV3 1466668 1683192 1.76% 0.213%
30 12.386 1726 1733 1736 rBV3 17828175 41897317 43.80% 5.314%

31 12.422 1736 1739 1742 rBV 16222536 18534638 19.37% 2.351%
32 12.501 1748 1752 1754 rBV5 4078551 6129089 6.41% 0.777%
33 12.532 1754 1757 1761 rVV 19737603 24937043 26.07% 3.163%
34 12.581 1761 1765 1769 rVV3 4575447 7687604  8.04%  0.975%
35 12.623 1769 1772 1773 rVV 2240264 2808690 2.94%  ©.356%

36 12.654 1773 1777 1784 rVB3 13387676 29040511 30.36% 3.683%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91721\
Data File : VY006068.D

Acqg On : 17 Sep 2021 14:05
Operator : SY/MD

Sample : M3770-03

Misc : 7.48G/5ML/MSVOA_Y/SOIL

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\82Y091421S.M
Title : SW846 8260

37 12.739 1784 1791 1794 rBV5 8403262 16671606 17.43%  2.114%
38 12.812 1794 1803 1809 rVV3 51128948 95664353 100.00% 12.133%
39 12.867 1809 1812 1818 rVB 11902403 17213727 17.99%  2.183%
40 12.959 1822 1827 1831 rBV2 11871040 19520534 20.41% 2.476%

41 13.007 1831 1835 1838 rVV3 8130413 13039283 13.63% 1.654%
42 13.044 1838 1841 1848 rVB 23977337 35580968 37.19% 4.513%
43 13.123 1848 1854 1859 rVB2 26025750 41325001 43.20% 5.241%
44 13.172 1859 1862 1867 rVB2 6723026 8686612 9.08% 1.102%
45 13.233 1867 1872 1874 rBV2 5460818 9710989 10.15% 1.232%

46 13.324 1879 1887 1891 rBV3 17636975 31872641 33.32% 4.042%
47 13.367 1891 1894 1898 rVV2 10950712 14617183 15.28% 1.854%
48 13.404 1898 1900 1902 rVV 3527298 3232778 3.38% 0.410%

49 13.434 1902 1905 1908 rVB 2523644 2395108 2.50% 0.304%
50 13.507 1913 1917 1923 rVB3 3655635 5954585 6.22% 0.755%
51 13.599 1924 1932 1934 rBV3 2890504 5378016 5.62% 0.682%
52 13.623 1934 1936 1940 rVB 4301396 4881733 5.10% 0.619%
53 13.672 1940 1944 1952 rVB4 8066381 16000271 16.73% 2.029%
54 13.751 1952 1957 1962 rBV2 8558296 13215297 13.81% 1.676%
55 13.824 1966 1969 1972 rVB 1154068 1386686 1.45% 0.176%
56 13.885 1976 1979 1981 rVV 2053336 2597096 2.71% 0.329%
57 13.916 1981 1984 1989 rVB3 3342714 4975026 5.20% 0.631%
58 13.971 1989 1993 1998 rVB 4487909 6454760 6.75% ©.819%
59 14.080 2005 2011 2016 rVB3 2850476 4661314 4.87% 0.591%
60 14.135 2016 2020 2027 rVB6 958958 2379153 2.49% 0.302%
61 14.215 2027 2033 2037 rBv4 870220 1820817 1.90% 0.231%
62 14.269 2037 2042 2044 rBV2 1116615 1875908 1.96% 0.238%
63 14.336 2050 2053 2057 rVB 1180321 1519707 1.59% 0.193%
64 14.379 2057 2060 2064 rBV2 930746 1290994 1.35% 0.164%
65 14.672 2103 2108 2115 rBV3 766857 1486354 1.55% 0.189%

Sum of corrected areas: 788448226
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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\VY091721\

: VY006068.D

: 17 Sep 2021 14:05

: SY/MD

: M3770-03

: 7.48G/5ML/MSVOA_Y/SOIL
. 10

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

5e+07

4e+07

3e+07

2e+07

1le+07

0

TIC: VY006068.D\data.ms

Time-->
Abundance

5e+07

4e+07

3e+07

2e+07

1le+07

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: VY006068.D\data.ms

115 36 11.721
117

0
Time-->
Abundance

5e+07

4e+07

3e+07

2e+07

1le+07

9.185

‘ T
9.00 9.50
TIC: VY006068.D\data.ms

9.8%.9650ﬂ90-316.§am 081 ; 1ub%
S e

10.00 10.50

12.

12.422

12.252
12.13

13143423

$.532

12.01 13.324

2.654.2) 13.367

1317251
1

1

89 14.672

Time-->

82Y091421S.M Mon Sep 20 18:23:03 2021

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

Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091721\
Data File : VY006068.D

Acqg On : 17 Sep 2021 14:05
Operator : SY/MD

Sample : M3770-03

Misc : 7.48G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Octane, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.282 581.09 ug/l 17985900 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 90
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 72
3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 72
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
5 Octane 114 C8H18 000111-65-9 59

Abundance Scan 1552 (11.282 min): VY006068.D\data.ms (-1544) (-  m/z 43.10 100.00%
3.1

5000
85.1
11.00 11.50
128.2 .
Olrrrprreefetbyelbepberig ke b e aosy m/z 41,18 40.62%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14526: Octane, 4-methyl-
43.0
5000 T o
850 11.00 11.50
' m/z 71.10 36.86%
L e
O\H‘\}\\‘}H\’H‘\\’\‘\H“HH‘\}H‘HH‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14566: Hexane, 2,3,4-trimethyl-
43.0
11.00 11.50
5000 m/z 57.10 36.40%
85.0
Ol b 1280
m/z--> 20 40 60 80 100120140160180200220240260280 /\A
Abundance #8627: Hexane, 3-ethyl- e I
43.0 11.00 11.50
m/z 85.10 31.32%
o ddd L] o N L YN
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091721\
Data File : VY006068.D

Acqg On : 17 Sep 2021 14:05
Operator : SY/MD

Sample : M3770-03

Misc : 7.48G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Octane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.386 456.63 ug/l 14133700  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 Undecane, 6-methyl- 170 C12H26 017302-33-9 50
4 Heptane, 3-ethyl- 128 C9H20 015869-80-4 50
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 49

Abundance Scan 1569 (11.386 min): VY006068.D\data.ms (-1563) (- m/z 57.10 100.00%
57.1

- h
98.2 r LN
‘ 128.2 ) 11.00 11.50
ol 1282 1931 281 4, 41,10 32.37%
miz--> 50 100 150 200 250
Abundance #14528: Octane, 3-methyl-
57.0
5000 T T
11.00 11.50
98.0 m/z 43.10 30.53%
27.0‘ ‘ '
O T T “\ ‘\‘ ‘M\ ‘” T T h‘ \1\28\0\ ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #14559: Heptane, 2,5-dimethyl-
57.0
11.00 11.50
5000 m/z 56.10 23.47%
27.0 99.0
I ) IE—
m/z--> 50 100 150 200 250
Abundance #45497: Undecane, 6-methyl- T R
57.0 11.00 11.50
m/z 98.15 16.88%
5000
ol ly | oo e
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\VY091721\
Data File : VY006068.D

Acqg On : 17 Sep 2021 14:05
Operator : SY/MD

Sample : M3770-03

Misc : 7.48G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Hexane, 2,4-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.941 404.69 ug/l 12525800 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 78
2 Heptane, 2,4,6-trimethyl- 142 C10H22 002613-61-8 64
3 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 53
4 2,2-Dimethyl-3-heptanone 142 C9H180 019078-97-8 46
5 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 43

Abundance Scan 1660 (11.941 min): VY006068.D\data.ms (-1655) (- m/z 57.10 100.00%
-

1
5000 85.1
‘ ‘ 1272 12.00
0L oo e b 1272 1592 1912 4310 82.47%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #8644: Hexane, 2,4-dimethyl-
43.0
5000 R
85.0 12.00
m/z 85.10  48.56%
O !!114.0
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #22115: Heptane, 2,4,6-trimethyl-
43.0
85.0 A
——
12.00
5000 ITI/Z 41.10 41.43%
o 150]_
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #4485: Pentane, 2,2-dimethyl- T
57.0 12.00
m/z 56.10  38.90%
5000
20.0 85.0
029 e
m/z--> 0 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091721\
Data File : VY006068.D

Acqg On : 17 Sep 2021 14:05
Operator : SY/MD

Sample : M3770-03

Misc : 7.48G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Nonane, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.136 1091.82 ug/1l 33793700  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C10H22 005911-04-6 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
3 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 70
4 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 53
5 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 53

Abundance Scan 1692 (12.136 min): VY006068.D\data.ms (-1687) (- m/z 57.10 100.00%
1

57
5000
113.2 Jk R T
‘ 12.00 12.50
ol W dy [l 1432 1e12  28L. ., 7119 72.33%
m/z--> 50 100 150 200 250
Abundance #22080: Nonane, 3-methyl-
57.0
5000 L T T !
270 12.00 12.50
[ m/z 43.10 55.61%
113.0
O \‘\ ‘f L“ “‘\ ‘!‘ \‘“\ ‘ \“ T \]-4\.3.‘0\ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #22103: Octane, 2,6-dimethyl-
57.0
—T— ——
12.00 12.50
5000 m/z 41.10 42.65%
270
113.0
ol L“““‘lw“_“‘14‘3"0‘ S —
m/z--> 50 100 150 200 250
Abundance #22108: Octane, 3,6-dimethyl- — —
57.0 12.00 12.50
m/z 56.10 38.88%
5000
113.0
27,0
o O A =Y S
m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091721\
Data File : VY006068.D

Acqg On : 17 Sep 2021 14:05
Operator : SY/MD

Sample : M3770-03

Misc : 7.48G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Octane, 3,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.209 884.46 ug/l 27375600  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C1OH22 015869-94-0 55
2 Nonane, 3-methyl- 142 C1eH22 005911-04-6 55
3 Octane, 3,5-dimethyl- 142 C1leH22 015869-93-9 46
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 46
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 43

Abundance Scan 1704 (12.209 min): VY006068.D\data.ms (-1696) (- m/z 57.10 100.00%
57.1

5000 81.1 kJ\/\j\MMM
—— —
‘ | 11‘3'2 1102 12.00 12.50
bl sl ey 2052 165.2 2069 pyp 71010 72.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22095: Octane, 3,6-dimethyl-
57.0
5000 NP b
12.00 12.50
29.0 m/z 43.18  53.68%
‘ o 1130
O\\\\‘\‘\\\"‘\\\“‘\\M\‘{‘.\\\‘\\}‘\‘\\\]-\4;2\.\0\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22080: Nonane, 3-methyl-
57.0
— —
12.00 12.50
5000 290 ITI/Z 41.10 45.38%

113.0
L B0 ] 1420

=

0+t e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22092: Octane, 3,5-dimethyl- — —
57.0 12.00 12.50
m/z 81.10 39.94%
5000
290 850 1130
\‘ il H\ | 142.0
O e L e ——
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091721\
Data File : VY006068.D

Acqg On : 17 Sep 2021 14:05
Operator : SY/MD

Sample : M3770-03

Misc : 7.48G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Cyclohexane, propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.252 1446.29 ug/1l 44765200 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 76
2 Cyclohexane, methyl- 98 C7H14 000108-87-2 64
3 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 49
4 Cyclopropane, 1,1,2,2-tetramethyl- 98 C7H14 004127-47-3 47
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 47

Abundance Scan 1711 (12.252 min): VY006068.D\data.ms (-1706) (- m/z 83.10 100.00%

83.1
5000 41.1
126.2 e P
H ‘ | ‘ ‘ 12.00 12.50
ol b4 L 15921000 28l n,; 5519 78.31%
m/z--> 0 50 100 150 200 250
Abundance #13200: Cyclohexane, propyl-
83.0
5000 A ——
41.0 12.00 12.50
126.0 m/z 82.10 50.76%
O ’ T T H\ ‘\H “‘L\ Lh \‘ T “ T T ‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 0 50 100 150 200 250
Abundance #3748: Cyclohexane, methyl-
83.0
T e
12.00 12.50
5000 410 m/z 57.10 50.60%
o
m/z--> 0 50 100 150 200 250
Abundance #3810: 2-Pentene, 4,4-dimethyl-, (E)- —— ——
83.0 12.00 12.50
m/z 41.10 45.45%
41.0
5000
0l%0 — —
m/z--> 0 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091721\
Data File : VY006068.D

Acqg On : 17 Sep 2021 14:05
Operator : SY/MD

Sample : M3770-03

Misc : 7.48G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Nonane, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.422 598.82 ug/l 18534600 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C10H22 017301-94-9 72
2 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 @07154-79-2 59
3 Octane, 3,5-dimethyl- 142 C1leH22 015869-93-9 50
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 43
5 3,4-Diethyl hexane 142 C10H22 019398-77-7 40
Abundance Scan 1739 (12.422 min): VY006068.D\data.ms (-1736) (- m/z 57.15 100.00%
57.1
5000
98.2
——
12.50
142.2
oww\“m“‘,m“u"k“HwMum,wﬁf?%Hw,w,‘?“??:‘ m/z 71.10  57.86%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22076: Nonane, 4-methyl-
57.0
5000 1
12.50
98.0 m/z 70.10 55.81%
0 | )] o
O\H‘HH‘MH‘\"HH\‘{‘\H‘H}‘\‘HH“HH’HH‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14594: Pentane, 2,2,3,3-tetramethyl-
57.0
—T5
12.50
5000 m/z 98.20 36.54%
ZTO ‘ 99.0
0‘mwkNHJMJmquHJWHH_HWHH‘HH_HWHH“‘H“HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22105: Octane, 3,5-dimethyl- e
57.0 12.50
m/z 43.10 33.18%
5000
27,0 ‘
99.0
B O X — Vh
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091721\
Data File : VY006068.D

Acqg On : 17 Sep 2021 14:05
Operator : SY/MD

Sample : M3770-03

Misc : 7.48G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Octane, 2,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.532 520.58 ug/l 24937000 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C10H22 005911-04-6 87
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 59
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 59
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 47
5 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 47
Abundance Scan 1757 (12.532 min): VY006068.D\data.ms (-1754) (- m/z 57.10 100.00%
57.1
> \J\/\j\/\m
39 112.2 iiSd
85.2 .
142.2
| —— “Lﬂ‘ T R— m!“ 9L sz 71010 67.20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22080: Nonane, 3-methyl-
57.0
5000 —a :
29.0 12.50
‘ m/z 43.10 45.80%
113.0
O\\\‘\‘\l\\‘i‘{\\‘bﬂ \\‘M\‘8‘}5‘.\()\\’\\‘1‘\’\\\1\4‘2\.(\)\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22091: Octane, 2,6-dimethyl-
57.0
T \
12.50
5000 m/z 41.10 44 ,89%
29.0
‘ ‘ 85.0 RO 142.0
SIS S S IS SN 2. L
miz--> 20 40 60 80 100 120 140 160
Abundance #22095: Octane, 3,6-dimethyl- T ‘
57.0 12.50
m/z 56.10 41.86%
5000
29.0
113.0
OL%-O,,W-O o
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091721\
Data File : VY006068.D

Acqg On : 17 Sep 2021 14:05
Operator : SY/MD

Sample : M3770-03

Misc : 7.48G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknownl12.739 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.739 348.04 ug/l 16671600 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 49
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 46
3 1-Methyl-4-(1-methylethyl)-cyclo... 140 C1leH20 000099-82-1 45
4 2,4-Hexadiene, 3-methyl- 96 C7H12 028823-42-9 38
5 m-Menthane, (1S,3S)-(+)- 140 C1oH20 013837-67-7 38

Abundance Scan 1791 (12.739 min): VY006068.D\data.ms (-1784) (-~ m/z 55.10 100.00%

55.1 81.1 106.1
5000
— —
‘ ‘ N ‘ 140.2 12.50 13.00
Ol el el bt 2989 sz 105.10  96.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20789: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55.0
97.0
5000 — A
12.50 13.00
27.0 m/z 81.10 84.67%
‘ 140.0
O\\\‘\‘\H\\““\\‘\Hl“\u“\\"‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20782: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55.0
97.0 ) AV
12.50 13.00
5000 m/z 97.10  82.02%
27.0
NEOTR
oH‘u_1‘m‘m”m‘m,hHumWww_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20766: 1-Methyl-4-(1-methylethyl)-cyclohexane N e s
55.0 12.50 13.00
97.0 m/z 41.10 44.60%
5000
27.0
140.0
oHH_“‘MH‘m_““hw,“‘uH‘_m_m}mwm‘uu_m — M
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091721\
Data File : VY006068.D

Acqg On : 17 Sep 2021 14:05
Operator : SY/MD

Sample : M3770-03

Misc : 7.48G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Carbonic acid, decyl vinyl ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.959 407.51 ug/l 19520500 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, decyl vinyl ester 228 C13H2403 1000383-25-7 72
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 53
3 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 50
4 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 47
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 46
Abundance Scan 1827 (12.959 min): VY006068.D\data.ms (-1822) (- m/z 57.10 100.00%
57.1
o MMM«
——
‘ 140.2 13.00
Ol 17412072 2601 m/z 43.10  87.42%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #108991: Carbonic acid, decyl vinyl ester
43.0
5000 85.0 —
13.00
m/z 69.10 62.58%
| 1400 o0 o
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14544: Heptane, 2,4-dimethyl-
43.0
——
13.00
5000 85.0 m/z 41.10 58.34%
SR T R
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33094: Nonane, 4,5-dimethyl- T
43.0 13.00
m/z 85.10 47.77%
5000 85.0
bk L L, 50000 |
m/z--> 20 40 60 80 100120140160180200220240260280 13.00

82Y091421S.M Mon Sep 20 18:23:09 2021 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91721\
Data File : VY006068.D

Acqg On : 17 Sep 2021 14:05
Operator : SY/MD

Sample : M3770-03

Misc : 7.48G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Octane, 4-methyl- 11.282 581.1 ug/l 17985900 3 11.496 1547590 50.0
Octane, 3-methyl- 11.386 456.6 wug/l 14133700 3 11.496 1547590 50.0
Hexane, 2,4-dim... 11.941 404.7 wug/l 12525800 3 11.496 1547590 50.0
Nonane, 3-methyl- 12.136 1091.8 wug/l 33793700 3 11.496 1547590 50.0
Octane, 3,6-dim... 12.209 884.5 wug/l 27375600 3 11.496 1547590 50.0
Cyclohexane, pr... 12.252 1446.3 ug/l 44765200 3 11.496 1547590 50.0
Nonane, 4-methyl- 12.422 598.8 ug/l 18534600 3 11.496 1547590 50.0
Octane, 2,6-dim... 12.532 520.6 ug/l 24937000 4 13.428 2395110 50.0
unknownl12.739 12.739 348.0 ug/l 16671600 4 13.428 2395110 50.0
Carbonic acid, ... 12.959 407.5 wug/l 19520500 4 13.428 2395110 50.0
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