LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@92921\
Data File : VD@70521.D

Acqg On : 29 Sep 2021 14:23
Operator : VA/SY

Sample : M3938-03

Misc : 6.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 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 D\Method\82D090821S.M

Title : SW846 8260

Signal : TIC: VDO70521.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.962 508 517 523 rBV3 23626 75324  2.25% ©.188%
2 5.067 525 535 549 rVB3 80765 274282 8.20% 0.685%
3 7.914 1007 1019 1024 rBV 474774 1124138 33.59% 2.807%
4 7.979 1024 1030 1041 rVB 669836 1477842 44.16%  3.690%
5 8.332 1080 1090 1102 rBV 423763 950305 28.40% 2.373%
6 8.861 1170 1180 1193 rBV 1161098 2320507 69.34% 5.794%
7 10.338 1422 1431 1440 rBV 1863443 3346585 100.00%  8.356%
8 10.867 1515 1521 1529 rBv4 31289 58798 1.76% 0.147%
9 11.049 1542 1552 1560 rBV7 13481 42146 1.26% 0.105%
10 11.238 1579 1584 1589 rBV3 28083 50968 1.52% 0.127%
11 11.349 1597 1603 1607 rBv4 29201 51041 1.53% 0.127%
12 11.444 1615 1619 1628 rVB2 59260 111646 3.34% 0.279%
13 11.520 1628 1632 1636 rBV3 24633 39529 1.18% 0.099%
14 11.638 1643 1652 1660 rBV 1689753 2997137 89.56% 7.483%
15 11.708 1660 1664 1668 rVB 29558 41312 1.23% ©0.103%

16 11.773 1670 1675 1679 rBV2 65564 103347  3.09%
17 11.826 1679 1684 1688 rBV3 83198 146683  4.38%
18 11.879 1688 1693 1698 rBV2 250554 455832 13.62%

OO0ORrOoO0
=
w
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R

19 11.926 1698 1701 1706 rVB3 149864 232056 6.93% 579%
20 11.979 1706 1710 1711 rBV3 33915 36269 1.08% 091%
21 12.014 1712 1716 1719 rBV4 39366 56515 1.69% 141%

22 12.067 1719 1725 1731 rBV2 221256 397081 11.87%
23 12.149 1731 1739 1744 rBV4 726594 1627207 48.62%
24 12.261 1750 1758 1763 rVB 897208 1473787 44.04%
25 12.344 1763 1772 1774 rBV6 494737 1224798 36.60%

wwhoo
(]
<))
w
R

26 12.367 1774 1776 1782 rVW 650785 993625 29.69%
27 12.432 1782 1787 1788 rVV2 152305 245929  7.35%
28 12.461 1789 1792 1794 rVV2 224409 354690 10.60%
29 12.508 1794 1800 1804 rVv4 491393 1200132 35.86%
30 12.549 1804 1807 1813 rVB3 305415 520583 15.56%

P NOON
0
(o]
(o))
R

31 12.626 1813 1820 1826 rVB2 1844100 3188514 95.28%
32 12.714 1826 1835 1839 rBV4 365115 956109 28.57%
33 12.791 1843 1848 1854 rVB3 557963 1143856 34.18%
34 12.867 1854 1861 1866 rBV5 347559 868109 25.94%
35 12.949 1867 1875 1880 rVV4 717977 1703520 50.90%

AN NNN
0
(%2}
o)
xR

36 12.996 1880 1883 1889 rVB 459134 763115 22.80% 1.905%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@92921\
Data File : VD@70521.D

Acqg On : 29 Sep 2021 14:23
Operator : VA/SY

Sample : M3938-03

Misc : 6.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 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 D\Method\82D090821S.M
Title : SW846 8260
37 13.049 1889 1892 1894 rBV2 68381 88385 2.64% 0.221%
38 13.091 1894 1899 1902 rVV2 494230 740217 22.12% 1.848%
39 13.138 1902 1907 1910 rVVv2 476138 869791 25.99% 2.172%
40 13.173 1910 1913 1920 rVV2 696467 1211568 36.20% 3.025%
41 13.232 1920 1923 1928 rVB2 242334 376095 11.24% ©.939%
42 13.302 1931 1935 1939 rBvV2 332842 467921 13.98% 1.168%
43 13.355 1940 1944 1947 rW 199081 260708 7.79% 0.651%
44 13.455 1953 1961 1965 rBV5 341961 807846 24.14% 2.017%
45 13.491 1965 1967 1973 rVB4 203361 290389 8.68% ©.725%
46 13.561 1973 1979 1989 rVB 1681802 2977922 88.98% 7.435%
47 13.885 2029 2034 2039 rBvV2 340392 602677 18.01% 1.505%
48 13.926 2039 2041 2047 rVW5 73572 112850 3.37% 0.282%
49 13.991 2048 2052 2056 rVB4 58391 93428 2.79% 0.233%
50 14.202 2085 2088 2092 rBv4 30476 36193 1.08% ©.090%
51 14.267 2095 2099 2106 rVV6 61065 115487 3.45% 0.288%
52 14.326 2106 2109 2116 rVV8 30465 58440 1.75% 0.146%
53 14.396 2116 2121 2134 rVB5 85180 226558 6.77% ©.566%
54 14.555 2141 2148 2154 rVB9 25788 62509 1.87% 0.156%
Sum of corrected areas: 40052301
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD092921\

: VDO70521.D

: 29 Sep 2021 14:23

: VA/SY

: M3938-03

: 6.72G/5.00m1/MSVOA_D/SOIL
: 8 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.M
. SW846 8260

: C:\Database\NIST20.L
LSCINT.P

Abundance TIC: VD070521.D\data.ms
1500000
1000000
500000
. 49887
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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 6.80
Abundance TIC: VD070521.D\data.ms
10.338
11.638
1500000
8.861
1000000
7.979
500000 7.9 8.332
0l—— —— e — e —— —— —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VD070521.D\data.ms
12.626 13.561
1500000
1000000 12. 261 12.94913.173
12.149 5 367 ]é% g9
3505 12,7917 3348 46
). 43355
500000 549718 g6 axl 448 13.885
8792067 ‘ 304 | 19@
926 / e R
A%Av [ 4$§¥-3%5
O T ‘ T T T ‘ T T ’ T T ‘ T T T ‘ T T ‘ T T ’ T T ‘ T
Time--> 1200 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD092921\
Data File : VD@70521.D

Acqg On : 29 Sep 2021 14:23
Operator : VA/SY

Sample : M3938-03

Misc : 6.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.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 wunknownl2.149 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.149  27.15 ug/1 1627210 Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 45
2 6-Methyloctyl acetate 186 C11H2202 1000439-66-5 43
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 43
4 Hexamethylenimine 99 C6H13N 000111-49-9 38
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 38

Abundance Scan 1739 (12.149 min): VD070521.D\data.ms (-1731) (- m/z 57.10 100.00%
57.1

97.0
5000
H ‘ ‘ 1421 12.00 12.50
ol Ml 3421 2070 281U . 97,05  66.42%
m/z--> 0 50 100 150 200 250
Abundance #22092: Octane, 3,5-dimethyl-
57.0
5000 =t —
12.00 12.50
m/z 55.10 66.06%
‘ ‘ 99.0
O ’ \z\q\\O‘\“ ‘ H\ ‘\‘ \“\ “‘ \‘ T ]\.4\2.’0\ T T T ‘ T T T T ‘ T T T T
m/z--> 0 50 100 150 200 250
Abundance #60712: 6-Methyloctyl acetate
43.0 97.0
— T —
12.00 12.50
5000 m/z 43.10 65.83%
ok b d
m/z--> 0 50 100 150 200 250
Abundance #4471: Hexane, 3-methyl- T ——
43.0 12.00 12.50
m/z 71.05 41.68%
olbo LU LY vl ALY
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_D\Data\VD092921\
Data File : VD@70521.D

Acqg On : 29 Sep 2021 14:23
Operator : VA/SY

Sample : M3938-03

Misc : 6.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.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, 3,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.261 24.59 ug/l 1473790  Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 87
4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 72
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 59

Abundance Scan 1758 (12.261 min): VD070521.D\data.ms (-1750) (- m/z 57.10 100.00%
57.1

113.1 T L
‘ 12.00 12.50
Ot o 242L 2070 28LC 42 7118 65.80%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22108: Octane, 3,6-dimethyl-
57.0
5000 2 A
12.00 12.50
113.0 m/z 43.05 43.76%
27\-0‘ ‘ 142.0
O\H‘\‘\H“‘\H"\\‘H\H‘\H‘H1‘\‘H\\“\;\\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22103: Octane, 2,6-dimethyl-
57.0
P —
12.00 12.50
5000 ITI/Z 56.10 34.99%
27,0
113.0
bbb dhy Lo
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22077: Nonane, 3-methyl- R —
57.0 12.00 12.50
m/z 41.05 30.80%
5000
210‘ 112.0
o‘H‘““"\MH“,‘u‘m“:MH‘HUw“1“}‘2‘:9,‘H‘,"H_m‘wwww,u A —
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD092921\
Data File : VD@70521.D

Acqg On : 29 Sep 2021 14:23
Operator : VA/SY

Sample : M3938-03

Misc : 6.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.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 unknownl2.344 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.344 20.43 ug/l 1224800 Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 49
2 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 49
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 47
4 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 43
5 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 38

Abundance Scan 1772 (12.344 min): VD070521.D\data.ms (-1763) (- m/z 57.05 100.00%

57.0
5000
41,0
81.0
— 1
| “ 97-1 e 12.00 12.50
0 HW‘H,‘MuMMHMMW‘Hw‘ws‘m;fm m/z 71.10  67.09%
miz--> 20 40 60 80 100 120 140
Abundance #22092: Octane, 3,5-dimethyl-
57.0
5000 oL A
12.00 12.50
41/0 m/z 43.10 51.09%
85.0 113.0
O \J-\S\.O‘\‘\‘\ \"‘M T \“ T \“} T ‘ 1‘\ T \“‘ L \‘\ ‘ T \]\-4"2\.(\)\
m/z--> 20 40 60 80 100 120 140
Abundance #22095: Octane, 3,6-dimethyl-
57.0
— —
12.00 12.50
5000 m/z 41.05 35.23%
41,0
113.0
0 250 Al 33 [ 1420
m/z--> 20 40 60 80 100 120 140
Abundance #22081: Nonane, 3-methyl- T —
57.0 12.00 12.50
m/z 55.10 31.30%
5000
41,0
112.0
025i$,85'°142-0 N
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD092921\
Data File : VD@70521.D

Acqg On : 29 Sep 2021 14:23
Operator : VA/SY

Sample : M3938-03

Misc : 6.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.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 Heptane, 3-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.367 16.58 ug/l 993625 Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 72
2 Heptane, 4-(1-methylethyl)- 142 C1eH22 052896-87-4 56
3 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 53
4 Undecane, 6-methyl- 170 C12H26 017302-33-9 50
5 Octane, 2,3-dimethyl- 142 C1OH22 007146-60-3 47

Abundance Scan 1776 (12.367 min): VD070521.D\data.ms (-1774) (- m/z 57.10 100.00%
57.1

o T M
‘ 12.00 12:50
125.0 : :
o‘Hwmqm”uH“H‘w“m‘HH_uH,HH,W,W‘Z??-? m/z 98.10  48.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
5000 98.0 B AR
12.00 12.50
m/z 43.10 40.52%
29.0 ‘
O\\\\‘\H\\“‘i\\““\wm\\‘w‘\\\“\\\‘\‘\\\]-\4;2\.\0\\’\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22132: Heptane, 4-(1-methylethyl)-
57.0
— —r
12.00 12.50
5000 m/z 41.18  23.99%
27.0 98.0
b bl d200M20
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60437: Carbonic acid, heptyl vinyl ester P —
57.0 12.00 12.50
m/z 56.10 18.19%
5000
29.0 ‘ ‘ 98.0
L N O T NSO P VL A T
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_D\Data\VD092921\
Data File : VD@70521.D

Acqg On : 29 Sep 2021 14:23
Operator : VA/SY

Sample : M3938-03

Misc : 6.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.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 Undecane, 5,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.508 20.02 ug/l 1200130 Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 72
2 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 53
3 Nonane 128 C9H20 000111-84-2 47
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 46
5 Heneicosane, 5-methyl- 310 C22H46 025117-37-7 43
Abundance Scan 1800 (12.508 min): VD070521.D\data.ms (-1794) (- m/z 57.10 100.00%
57.1
- MM]M
98.1 S |
“ ‘ 142.0 12.50
bbb b A L2 2000 0 m/z 43.10 79.03%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59058: Undecane, 5,6-dimethyl-
57.0
5000 —
12.50
98.0 m/z 85.10 37.55%
270
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33099: Octane, 2,5,6-trimethyl-
57.0
T \
12.50
5000 m/z 56.10 33.45%
0 210) | | 1990 1560
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14523: Nonane —
43.0 12.50
m/z 41.10 29.36%
5000
85.0
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD092921\
Data File : VD@70521.D

Acqg On : 29 Sep 2021 14:23
Operator : VA/SY

Sample : M3938-03

Misc : 6.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.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 unknownl2.714 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.714 16.05 ug/l 956109 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 49
2 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 43
3 2-Hexene, 4-ethyl-2,3-dimethyl- 140 C1eH20 1000149-19-7 43
4 Formaldehyde, (2-butenyl)methylh... 112 C6H12N2 068661-51-8 30
5 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 25

Abundance Scan 1835 (12.714 min): VD070521.D\data.ms (-1826) (- m/z 57.10 100.00%
57.1

1111
5000
85.1
~ -
140.1 103.2 12.50 13.00
0 b 1059 1352 m/z 69.10  94.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20757: Cyclohexane, 1-ethyl-2,3-dimethyl-
69.0
111.0
5000 — e
41.0 12.50 13.00
m/z 111.10 83.50%
140.0
O\‘\‘1‘\\““1\\“!"\‘“\\‘Hh\\\“\\”\‘\‘\\\[‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20758: Cyclohexane, 1-ethyl-2,4-dimethyl-
69.0
T —
1110 12.50 13.00
5000 ITI/Z 55.10 65.99%
41.0
‘ ‘ | 140.0
0\‘\“\‘H“‘H\‘\"\H\\“M\\‘\“HH\‘\H\“HH‘H\\‘HH‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20741: 2-Hexene, 4-ethyl-2,3-dimethyl- — —
69.0 12.50 13.00
m/z 43.05 64.38%
5000
H ‘ 140.0
oW\H;“m‘w‘,w““N‘“Hmumuu_m_m_m_m - L
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_D\Data\VD092921\
Data File : VD@70521.D

Acqg On : 29 Sep 2021 14:23
Operator : VA/SY

Sample : M3938-03

Misc : 6.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.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 Pentadecafluorooctanoic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.791 19.21 ug/l 1143860 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, do... 580 C20H23F1502 1000406-81-3 50
2 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 42
3 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 41
4 Cyclohexane, 1,1'-(1-methylethyl... 208 C15H28 054934-90-6 38
5 Cyclopropane, 1-butyl-2-pentyl-,... 168 C12H24 074663-88-0 38

Abundance Scan 1848 (12.791 min): VD070521.D\data.ms (-1843) - m/z 70.10 100.00%

70.1
125.1
5000
—r —
‘ ﬂ ‘ 12.50 13.00
oty b 200 e M/Z 69.10 82.28%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #345629: Pentadecafluorooctanoic acid, dodec-2-en-1-yl
69.0
5000 — —
12.50 13.00
m/z 125.10 74.35%
138.0
0 | ‘qumww |, 231.0281.0 369.0 467.0
\\‘\\\‘\\\\‘\Wf\‘\\\\’\\f\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #7667: cis-1-Butyl-2-methylcyclopropane
55.0
Y 2
12.50 13.00
5000 m/z 55.10  73.22%
112.0
ol 1L ’
miz--> 50 100 150 200 250 300 350 400 450
Abundance #7681: trans-1-Butyl-2-methylcyclopropane e ——
55.0 12.50 13.00
m/z 56.05 62.71%
5000
112.0
om‘_‘Mwm‘HH_M,HH_M_m_m_m — ——
m/z--> 50 100 150 200 250 300 350 400 450 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD092921\
Data File : VD@70521.D

Acqg On : 29 Sep 2021 14:23
Operator : VA/SY

Sample : M3938-03

Misc : 6.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.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 Cyclohexane, 1-methyl-2-pen... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.949  28.60 ug/l 1703520 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 72
2 Cyclopentane, 1,2-dimethyl-3-(1-... 140 C10H20 000489-20-3 72
3 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 64
4 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 64
5 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 64

Abundance Scan 1875 (12.949 min): VD070521.D\data.ms (-1867) (- m/z 97.10 100.00%
97.1

55.1
5000
140.1 13.00
o 59l 4190 | 1759 2000 u, 556 79.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43587: Cyclohexane, 1-methyl-2-pentyl-
97.0
55.0
5000 i3bd
29.0 :
m/z 69.05 31.38%
168.0
O\‘\‘1\\‘i“\\\m‘\”“‘\\““‘\\\ “\\‘\?“2\5\-(\)\‘\\\\‘\1\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20781: Cyclopentane, 1,2-dimethyl-3-(1-methylethyl)-
55.0
e
97.0 13.00
5000 ITI/Z 41.10 27.05%
29.0 ‘L b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13284: Cyclohexane, 1-ethyl-2-methyl-, cis- —
55.0 97.0 13.00
m/z 96.10 23.07%
- ww
126.0
oWH‘;Hmww‘?-ﬂ”!h‘m‘_M‘ww”w”_m —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD092921\
Data File : VD@70521.D

Acqg On : 29 Sep 2021 14:23
Operator : VA/SY

Sample : M3938-03

Misc : 6.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.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 unknownl13.138 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.138 14.60 ug/l 869791 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 47
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 45
3 Heptane, 3,4,5-trimethyl- 142 C1leH22 020278-89-1 38
4 5-Octen-4-one, 7-methyl- 140 C9H160 032064-78-1 38
5 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 35

Abundance Scan 1907 (13.138 min): VD070521.D\data.ms (-1902) (- m/z 57.10 100.00%
57.1

97.1
5000
| o e
140.1 ’ ’
ob 30 b 7 we0™0Taes0 T s oo
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59059: Undecane, 2,9-dimethyl-
57.0
5000 L —
850 13.00 13.50
29.0 ‘ ’ L5 0 m/z 97.10 56.65%
O \\\‘\‘\‘\\‘\\\"\\‘\\‘\\\\“}}\3\‘0\\\\‘\\\“\.‘\\\]\-‘8\4.\()\
miz--> 60 80 100 120 140 160 180
Abundance #7618:Cydohexane,Ll{ﬁmeﬂwh
97.0
55.0 T ‘ T T ‘ T
13.00 13.50
5000 m/z 55.18  39.85%
27.0
ol T
miz--> 40 60 80 100 120 140 160 180
Abundance #22121: Heptane, 3,4,5-trimethyl- — ——
43.0 13.00 13.50
m/z 41.05 35.33%
85.0
5000
0 | ‘ , 1130 142.0
H““H“"w““_‘“‘H““H““H““w“‘ —— ——
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD092921\
Data File : VD@70521.D

Acqg On : 29 Sep 2021 14:23
Operator : VA/SY

Sample : M3938-03

Misc : 6.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.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 Octane, 3,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.173  20.34 ug/l 1211570 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 72
2 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 64
3 Heptane, 3-ethyl-5-methyl- 142 C1leH22 052896-90-9 58
4 Sulfurous acid, isobutyl 2-penty... 208 C9H2003S 1000309-15-2 47
5 Sulfurous acid, nonyl 2-pentyl e... 278 C14H3003S 1010309-15-8 47
Abundance Scan 1913 (13.173 min): VD070521.D\data.ms (-1910) (- m/z 71.10 100.00%
71.1
5000
4110
113.1 T aaa
h | H‘ 1561 ' 13.00 13.50
ol Ml 1561 2068 | 2810 ., 4310 71.29%
miz-> 50 100 150 200 250
Abundance #22097: Octane, 3,3-dimethyl-
71.0
5000 A —
13.00 13.50
410 1130 m/z 57.10  61.99%
0
miz--> 50 100 150 200 250
Abundance #22124: Heptane, 3,3,5-trimethyl-
71.0
- e
13.00 13.50
5000 m/z 70.10 42.98%
41,0
113.0
miz--> 50 100 150 200 250
Abundance #22128: Heptane, 3-ethyl-5-methyl- —— ——
57.0 13.00 13.50
m/z 41.05 34.18%
5000
27,0 113.0
ow““uhw!wu_“‘ —————— e e
m/z--> 50 100 150 200 250 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@92921\
Data File : VD@70521.D

Acqg On : 29 Sep 2021 14:23
Operator : VA/SY

Sample : M3938-03

Misc : 6.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D090821S.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|
unknownl12.149 12.149 27.1 ug/l 1627210 3 11.638 2997140 50.0
Octane, 3,6-dim... 12.261 24.6 ug/l 1473790 3 11.638 2997140 50.0
unknown12.344 12.344 20.4 ug/l 1224800 3 11.638 2997140 50.0
Heptane, 3-ethy... 12.367 16.6 ug/l 993625 3 11.638 2997140 50.0
Undecane, 5,6-d... 12.508 20.0 ug/l 1200130 3 11.638 2997140 50.0
unknownl2.714 12.714 16.1 ug/l 956109 4 13.567 2977920 50.0
Pentadecafluoro... 12.791 19.2 wug/l 1143860 4 13.567 2977920 50.0
Cyclohexane, 1-... 12.949 28.6 ug/l 1703520 4 13.567 2977920 50.0
unknown13.138 13.138 14.6 ug/l 869791 4 13.567 2977920 50.0
Octane, 3,3-dim... 13.173 20.3 ug/l 1211570 4 13.567 2977920 50.0
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