LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD042621\
Data File : VD068985.D

Acqg On : 26 Apr 2021 13:39

Operator : VA/SY

Sample : M2183-01

Misc : 7.05G/5.00m1/MSVOA_D/SOIL [TP-16A-15-COMP

ALS vial : 6 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\82D040721S.M

Title : SW846 8260

Signal : TIC: VDO68985.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.967 508 518 523 rBV7 22069 69882  2.22% 0.253%
2 5.497 595 608 616 rBV5 11947 38647 1.23% 0.140%
3 7.032 859 869 881 rVB4 44004 125992 4.00%  0.456%
4 7.914 1010 1019 1024 rBV 230420 546515 17.37% 1.979%
5 7.979 1024 1030 1039 rVV2 543058 1292760 41.09% 4.681%
6 8.067 1039 1045 1054 rVV2 54926 140796 4.48% 0.510%
7 8.185 1057 1065 1071 rVV2 66800 154946  4.93% 0.561%
8 8.250 1071 1076 1083 rVV3 32026 84425 2.68% 0.306%
9 8.332 1083 1090 1102 rVB 169254 375382 11.93% 1.359%
10 8.455 1102 1111 1118 rBV5 76645 194139 6.17% 0.703%
11  8.532 1118 1124 1129 rVWW4 66726 148999 4.74%  0.540%
12 8.597 1129 1135 1146 rVV2 114559 273507 8.69% 0.990%
13 8.867 1169 1181 1191 rBV 594402 1202736 38.23% 4.355%
14  9.355 1250 1264 1271 rBV 742024 1745676 55.49% 6.321%
15 9.408 1271 1273 1280 rVB2 57776 83821 2.66% 0.304%
16 9.538 1286 1295 1301 rBV3 68851 134724  4.28%  0.488%
17 9.626 1301 1310 1321 rVB 115899 255466 8.12% 0.925%
18 9.773 1325 1335 1343 rBV2 168150 339025 10.78%  1.228%
19 9.920 1351 1360 1364 rBV2 62540 130782 4.16% 0.474%
20 9.973 1364 1369 1373 rVv3 66209 122993 3.91% 0.445%
21 10.008 1373 1375 1383 rVB2 55265 83847 2.67% 0.304%
22 10.102 1383 1391 1396 rBV3 118372 300129 9.54% 1.087%
23 10.232 1407 1413 1415 rBv4 25600 45127 1.43% 0.163%
24 10.338 1423 1431 1446 rBV 1522936 3145972 100.00% 11.392%
25 10.461 1446 1452 1455 rBV3 60177 112880 3.59% 0.409%

26 10.508 1455 1460 1471 rVB4 221140 606352 19.27%
27 10.638 1472 1482 1484 rBV5 66317 139930  4.45%
28 10.679 1484 1489 1499 rVB 337249 617571 19.63%
29 10.773 1499 1505 1511 rBV 154794 323769 10.29%
30 10.861 1516 1520 1525 rwv2 82999 136935 4.35%

Or NON
N
w
o))
R

31 10.949 1531 1535 1541 rVB 107888 183915 5
32 11.055 1547 1553 1560 rVB 76810 164381 5
33 11.120 1560 1564 1567 rBV2 82583 126486 4.02%
34 11.191 1567 1576 1580 rVV 447470 800649 25.
35 11.244 1580 1585 1591 rVB 714005 1238283 39

ANVOOO®
IS
vl
0
R

36 11.296 1591 1594 1598 rVB2 50521 68967 2.19% 0.250%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD042621\
Data File : VD068985.D

Acqg On : 26 Apr 2021 13:39

Operator : VA/SY

Sample : M2183-01

Misc : 7.05G/5.00m1/MSVOA_D/SOIL [TP-16A-15-COMP

ALS vial : 6 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\82D040721S.M
Title : SW846 8260
37 11.349 1598 1603 1608 rBv4 192921 327701 10.42% 1.187%
38 11.402 1608 1612 1614 rBV3 28245 44222 1.41% 0.160%
39 11.449 1615 1620 1628 rVB2 166911 334221 10.62% 1.210%
40 11.526 1628 1633 1637 rBV 88857 145076 4.61% ©.525%
41 11.567 1637 1640 1646 rVB6 26548 44620 1.42% 0.162%
42 11.643 1646 1653 1663 rVB 1080998 1864679 59.27% 6.752%
43 11.743 1663 1670 1673 rBV2 154997 285835 9.09% 1.035%
44 11.779 1673 1676 1679 rVB2 53197 55099 1.75% 0.200%
45 11.826 1679 1684 1689 rBv4 94479 192535 6.12% 0.697%
46 11.891 1689 1695 1699 rBV3 172025 351066 11.16% 1.271%
47 11.991 1707 1712 1717 rBV4 40658 81120 2.58% 0.294%
48 12.049 1718 1722 1731 rVB6 42090 125073 3.98% 0.453%
49 12.149 1731 1739 1747 rBv4 215602 530288 16.86% 1.920%
50 12.267 1755 1759 1763 rVB 87390 137241 4.36% 0.497%
51 12.314 1763 1767 1769 rBV3 62259 100849 3.21% 0.365%
52 12.355 1769 1774 1777 rBV2 144917 286446 9.11% 1.037%
53 12.473 1790 1794 1799 rBv2 61349 93407 2.97% 0.338%
54 12.626 1814 1820 1828 rVB 1565069 2595215 82.49% 9.397%
55 12.714 1828 1835 1839 rBV5 44649 87316 2.78% 0.316%
56 12.796 1843 1849 1857 rVB3 186130 387282 12.31% 1.402%
57 12.873 1857 1862 1865 rBV6 45917 96783 3.08% 0.350%
58 12.914 1865 1869 1870 rvVv 41798 47381 1.51% ©0.172%
59 12.955 1871 1876 1882 rVB7 91545 187497 5.96% 0.679%
60 13.120 1895 1904 1910 rBV2 88711 225267 7.16% 0.816%
61 13.179 1910 1914 1923 rVB6 56355 115390 3.67% 0.418%
62 13.267 1923 1929 1934 rBV 91893 141020 4.48% 0.511%
63 13.396 1947 1951 1955 rVB3 35426 52347 1.66% 0.190%
64 13.461 1955 1962 1966 rVV5 44122 86075 2.74% 0.312%
65 13.502 1966 1969 1974 rVV5 21306 35202 1.12% 0.127%
66 13.573 1974 1981 1993 rVB 1174611 2054652 65.31% 7.440%
67 13.732 2000 2008 2011 rBV7 29620 62718 1.99% 0.227%
68 13.773 2012 2015 2018 rVV3 22444 32752 1.04% 0.119%
69 13.814 2018 2022 2030 rVB4 23996 54829 1.74% 0.199%
70 13.896 2030 2036 2041 rBV4 46538 82668 2.63% 0.299%
71 14.108 2066 2072 2079 rVB3 45057 89537 2.85% 0.324%
72 14.220 2086 2091 2097 rVB3 39913 74958 2.38% 0.271%
73 14.355 2108 2114 2118 rBV5 18845 41072 1.31% 0.149%
74 14.808 2186 2191 2198 rBv4 37583 93969 2.99% 0.340%
75 14.861 2198 2200 2210 rVB7 16235 35438 1.13% 0.128%
76 15.202 2252 2258 2266 rVB7 12998 31905 1.01% 0.116%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD042621\
Data File : VD068985.D

Acqg On : 26 Apr 2021 13:39
Operator : VA/SY

Sample : M2183-01

Misc : 7.05G/5.00m1/MSVOA_D/SOIL

ALS vial : 6 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\82D040721S.M
Title : SW846 8260

77 15.390 2280 2290 2296 rBV 53228 122268 3.89% 0.443%
78 16.490 2468 2477 2485 rBV 55755 113664 3.61% 0.412%
79 16.690 2503 2511 2521 rBV2 45673 113303 3.60% 0.410%

Sum of corrected areas: 27616392
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_D\Data\VDo42621\

: VDO68985.D

: 26 Apr 2021 13:39

: VA/SY

: M2183-01

: 7.05G/5.00m1/MSVOA_D/SOIL
: 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D040721S.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: VD068985.D\data.ms

4.967 5.497

Time-->
Abundance

1400000

1200000

1000000

800000

600000

400000

200000

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
TIC: VD068985.D\data.ms

0
Time-->
Abundance

1400000

1200000

1000000

800000

600000

400000

200000

82D040721S .M

10.338
11.643
9.355
-7 8.867
7.9 10.508
8.3:;2 . s Q778 oo 10.
7.032 .0%&- olss /\9. ' 23 10.4610.
— SR B A\ 2 i W/AVA'A SN 1S W A NV AVA A WA'2 \WE =N all VAL O VR MAVAV e AVA =R
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
TIC: VD068985.D\data.ms
12.626
13.573
16.49@6.690
T ‘ T T ‘ T T T
16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD042621\
Data File : VD0O68985.D

Acqg On : 26 Apr 2021 13:39
Operator : VA/SY

Sample : M2183-01

Misc : 7.05G/5.00m1/MSVOA_D/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D040721S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Cyclopentane, 1,2-dimethyl-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.597 11.37 ug/l 273507 1,4-Difluorobenzene 8.867

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 90
2 Isopropylcyclobutane 98 C7H14 000872-56-0 90
3 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 87
4 (Z)-3-Heptene 98 C7H14 007642-10-6 72
5 1-Heptene 98 C7H14 000592-76-7 64

Abundance Scan 1135 (8.597 min): VD068985.D\data.ms (-1129) (-) m/z 56.00 100.00%

56.0
70.0
5000 41.0
98.0
83.0 _ww,www
M ‘ H 8.20 8.40 8.60 8.80 9.00
0l sl m/z s5.00  75.13%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans-
56.0
41.0
70.0
5000 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
270 8.20 8.40 8.60 8.80 9.00
' 98.0 m/z 70.85  70.49%
| .
O \\\]-‘.9\\‘]-\4\»\0\‘\\i!‘\\\\}\‘\\\“\u ‘\‘\\\‘}“\\\\‘\‘\\\‘\\\1‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3336: Isopropylcyclobutane
56.0
41.0
“H‘_‘H,‘H‘_‘H“
70.0 8.20 8.40 8.60 8.80 9.00
m/z 41.00 50.54%
5000 270
98.0
| | =]
0 H“H‘W‘H“th‘ul}»‘qw‘“kuuu“m‘w‘u“u‘
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3391: Cyclopentane, 1,2-dimethyl- VANV AN A S
56.0 8.20 8.40 8.60 8.80 9.00
m/z 69.00 34.65%
41.0 70.0
5000
27.0 83.0 98.0 /\/\/\
0 H ‘\‘ \“ i ‘ ‘

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD042621\
Data File : VD0O68985.D

Acqg On : 26 Apr 2021 13:39
Operator : VA/SY

Sample : M2183-01

Misc : 7.05G/5.00m1/MSVOA_D/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D040721S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 Cyclopentane, 1,2,4-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.626 10.62 ug/l 255466  1,4-Difluorobenzene 8.867
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 90
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 87
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 87
4 Heptane, 3-methylene- 112 C8H16 001632-16-2 72
5 Cyclobutanone, 2,3,3,4-tetramethyl- 126 C8H140 053907-62-3 64
Abundance Scan 1310 (9.626 min): VD068985.D\data.ms (-1301) (-) m/z 70.00 100.00%
70.0
5000 /\/\/\
41.0 e A
\H ML 95.0 9.50 10.00
O ooty ettt e 288 mz S5.00 64.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6789: Cyclopentane, 1,2,4-trimethyl-
70.0
5000 — /\ proe )
9.50 10.00
41.0 m/z 69.00  23.47%
h | ‘ 97.0
O\\\\‘\‘\‘\\“‘\\\“\“\‘M\\‘w\\\“\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6832: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0 M/\ ﬂ
P e
9.50 10.00
5000 m/z 40.95 21.03%
41.0
112.0
o2
m/z--> 20 40 60 80 100 120 140 160 180 200 Aw
Abundance #6833: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha., P
70.0 9.50 10.00
m/z 42.10 17.29%
5000
41.0
97.0
o150 oAb
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD042621\
Data File : VD0O68985.D

Acqg On : 26 Apr 2021 13:39
Operator : VA/SY

Sample : M2183-01

Misc : 7.05G/5.00m1/MSVOA_D/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D040721S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Cyclopentane, 1,2,3-trimeth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.773 14.09 ug/l 339025 1,4-Difluorobenzene 8.867

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 76
2 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 74
3 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 64
4 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 64
5 Heptane, 3-methylene- 112 C8H16 001632-16-2 52
Abundance Scan 1335 (9.773 min): VD068985.D\data.ms (-1325) (-) 70.10 100.00%
70.1
55.0
5000 41.0
84.1 /\’\f
0 S
Y I 11| RN 1| R ‘mepm“_mgw_ n/z 55.00  74.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #6835: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
5000 41.0 P ‘/\ oy
9.50 10.00
84.0 m/z 56.00 64.23%
27 0 ‘ ‘ ‘ 97.0 112.0
O\\‘\\\\‘\\\\‘\‘\\\“\H\‘\\\w‘\\\\‘\‘\\\‘\\\‘\‘\\\\‘!\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #6790: Cyclopentane, 1,2,3-trimethyl-
56.0 70.0
=Lt
9 50 10.00
5000 m/z 41.00 45.69%
41.0
84.0 112.0
27.0 ‘ ‘ 97.0
0 H‘mu‘m“_‘m_‘; e HH‘\‘H\‘H\‘\‘\\H‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #6671: 1-Heptene, 3-methyl-
55.0 9.50 10.00

m/z 69.10 35.70%

41.0
70.0
5000
29.0
0 ‘ H\ il ‘\ 7" e50 1120 /\A/\ K/\

m/z--> 20 30 40 50 60 70 80 90 100 110 120 950 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD042621\
Data File : VD0O68985.D

Acqg On : 26 Apr 2021 13:39
Operator : VA/SY

Sample : M2183-01

Misc : 7.05G/5.00m1/MSVOA_D/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D040721S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Hexane, 3,4-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.102 12.48 ug/l 300129 1,4-Difluorobenzene 8.867
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 50
2 2-Heptene, 5-methyl- 112 C8H16 022487-87-2 47
3 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 46
4 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 43
5 2,4-Dimethyl-1-hexene 112 C8H16 016746-87-5 38

Abundance Scan 1391 (10.102 min): VD068985.D\data.ms (-1383) (- m/z 56.00 100.00%

56.0
41.0
5000 85.1
70.0 A
; e M
‘ ‘ ‘ ‘ 112.0 10.00 10.50
0Ll el Ml m/z 57,00 73.13%
mlz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7636: Hexane, 3,4-dimethyl-
56.0
A
5000 T T T T T T T T T 1
85.0 10.00 10.50
270 m/z 55.00 56.75%
obn20 L Ll 790 | 99.0 114.0
\H’HH’HH’\H\‘\H\‘\H\‘\\ \‘\H\‘\H\‘\H\‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #6686: 2-Heptene, 5-methyl-
41.0 56.0 /\A
i M
10.00 10.50
5000 ITI/Z 69.10 56.34%
270 70.0
112.0
miz--> 0 10 20 30 40 50 60 70 80 90 100110120 /\
Abundance #6786: Cyclopentane, 1,1,3-trimethyl- e e
55.0 10.00 10.50
41.0 m/z 41.00 54.67%
69.0
83.0 97.0
5000
27.0
112.0
0 ‘H,H“1,‘3;“0‘,‘”1_m}“wu‘:uwllm‘M‘wm:_wluw /\/\ AL DA
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD042621\
Data File : VD0O68985.D

Acqg On : 26 Apr 2021 13:39
Operator : VA/SY

Sample : M2183-01

Misc : 7.05G/5.00m1/MSVOA_D/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D040721S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Cycloheptane, methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.508 16.26 ug/l 606352  Chlorobenzene-d5 11.644
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptane, methyl- 112 C8H16 004126-78-7 90
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 74
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 64
4 1H-Pyrazol-4-amine, 3-methyl- 97 C4H7N3 1000338-28-2 49
5 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 49
Abundance Scan 1460 (10.508 min): VD068985.D\data.ms (-1455) (-  m/z 97.00 100.00%
97.0
55.0
5000 41.0 69.0 83.0 J/\
| ‘ | 112.0 1050
o‘Wm‘H‘w‘H‘;1“HMHW\H‘mwluwll_w‘m_ m/z 55.80  81.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6698: Cycloheptane, methyl-
55.0
97.0
41.0
5000 DAY
69.0 83.0 10.50
m/z 69.05 43.85%
27.0
I H \ \\‘ | i
O\\‘\\\\‘\\\\‘\\\\i\\\\‘\w\\‘\\\\“\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6822: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0 f&
: e
10.50
5000 m/z 55.95 42.76%
41.0 112.0
69.0
27.0 ‘ 83.0
0‘W"H‘Hﬂm“HML‘WHMV‘Hﬂwuu‘yﬂ‘W‘ﬂl‘u‘wuu“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6815: Cyclohexane, 1,2-dimethyl-, trans- e ‘
55.0 97.0 10.50
m/z 83.05 41.77%
5000 41.0
69.0 650 112.0
i L N M
O“_“W"“M‘H‘iH‘W‘Hm“HWVH“MEH“HE‘H“_uH“ /kvﬁk‘ Moy
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD042621\
Data File : VD0O68985.D

Acqg On : 26 Apr 2021 13:39
Operator : VA/SY

Sample : M2183-01

Misc : 7.05G/5.00m1/MSVOA_D/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D040721S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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, ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.191 21.47 ug/1 800649  Chlorobenzene-d5 11.644
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
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 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 53
5 Oxalic acid, cyclohexyl decyl ester 312 C18H3204 1000309-31-2 53
Abundance Scan 1576 (11.191 min): VD068985.D\data.ms (-1567) (- m/z 83.00 100.00%
83.0
55.0
5000
41.0 1121 RN —
‘ 67.0 11.00 11.50
Ol ol 980 L n/; ss.e0 53.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6664: Cyclohexane, ethyl-
55.0 83.0
5000 A sRV
41.0 o 11.00 11.50
' m/z 82.10 44.78%
27.0 ‘ 67.0
O\\‘HH‘\HM‘HHH‘H\“\‘H\‘H‘\‘}‘i\\\‘\“\lH‘HH‘HH‘\‘\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6768: 2-Pentene, 3-ethyl-2-methyl-
55.0 A
—
83.0 11.00 11.50
5000 m/z 112.05 25.57%
41.0 69.0 1120
97.0
27.0
MEE 0 RTINS
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6697: 3,4-Dimethyl-2-hexene et /\‘
55.0 83.0 11.00 11.50
m/z 41.00 21.52%
5000
41.0
270 112.0
TN O P
Ot e e e T ——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD042621\
Data File : VD0O68985.D

Acqg On : 26 Apr 2021 13:39
Operator : VA/SY

Sample : M2183-01

Misc : 7.05G/5.00m1/MSVOA_D/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D040721S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Cyclooctane, butyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.243 33.20 ug/l 1238280 Chlorobenzene-d5 11.644
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, butyl- 168 C12H24 016538-93-5 78
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 64
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 64
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 64
5 3-Aminopyrazine 1-oxide 111 C4H5N30 006863-77-0 50

Abundance Scan 1585 (11.243 min): VD068985.D\data.ms (-1580) (-  m/z 111.05 100.00%

111.1
69.0
5000
41.0 —— /\‘ ‘
‘ | | 11.00 11.50
bt b 2068 s 69.00  62.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36763: Cyclooctane, butyl-
69.0
111.0
5000 S ZAN
41.0 11.00 11.50
m/z 55.00 30.30%
O \\\‘\‘H\\““\\\““‘\H‘\\““}\\\“\\‘1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11600: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
e oY
11.00 11.50
m/z 41.00 23.72%
5000 41.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11641: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. = —r
69.0 111.0 11.00 11.50
m/z 56.00 17.78%
5000
41.0
o500 bbb L ST,
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_D\Data\VD042621\
Data File : VD0O68985.D

Acqg On : 26 Apr 2021 13:39
Operator : VA/SY

Sample : M2183-01

Misc : 7.05G/5.00m1/MSVOA_D/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D040721S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Piperidine Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.349 8.79 ug/l 327701  Chlorobenzene-d5 11.644
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Piperidine 85 C5H11N 000110-89-4 50
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 50
3 1-Tetradecene 196 C14H28 001120-36-1 47
4 Trichloroacetic acid, 2-tetradec... 358 C16H29C1302 1000282-06-6 47
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 38

Abundance Scan 1603 (11.349 min): VD068985.D\data.ms (-1598) (-  m/z 43.00 100.00%
3.0 0

43. 84.
5000
= e
126.0 11.00 11.50
Obrrerrer bl b 288 nyz sa.es  89.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1566: Piperidine
84.0
5000 57.0 Y v
29.0 11.00 11.50
m/z 55.00 68.61%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12683: Heptane, 2,3-dimethyl-
43.0
= S
11.00 11.50
m/z 85.00 57.18%
5000 84.0 /
T N T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58276: 1-Tetradecene o ‘ r“/\%w&
43.0 11.00 11.50
m/z 41.10 52.52%
69.0
5000
97.0
ol LML) 250 500 5380 ad Wb,
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_D\Data\VD042621\
Data File : VD0O68985.D

Acqg On : 26 Apr 2021 13:39
Operator : VA/SY

Sample : M2183-01

Misc : 7.05G/5.00m1/MSVOA_D/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D040721S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Cyclohexane, 1,2,4-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.449 8.96 ug/l 334221 Chlorobenzene-d5 11.644
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 91
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 91
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 91
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 87
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 86

Abundance Scan 1620 (11.449 min): VD068985.D\data.ms (-1615) (-  m/z 111.10 100.00%

1111
69.0
5000
Py
41\ ’ \ 220.€ 1150
0t bt e 220E sz 69.05  79.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11594: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0
5000 41.0 T
11.50
m/z 55.00 42.61%
O %\5\.‘0\“\\ \\‘1‘\“\“\‘\\““‘!\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
690 1110
F
11.50
5000 41.0 ITI/Z 126.10 31.06%
0140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 AJN
Abundance #11641: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. a e
69.0 111.0 11.50
m/z 41.00 14.17%
5000
41.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD042621\
Data File : VD0O68985.D

Acqg On : 26 Apr 2021 13:39
Operator : VA/SY

Sample : M2183-01

Misc : 7.05G/5.00m1/MSVOA_D/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D040721S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 <cis-1-Ethyl-3-methyl-cycloh... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.149 14.22 ug/1 530288 Chlorobenzene-d5 11.644
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 70
2 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 64
3 Furan, 2,3-dihydro-4-(1- methylpr... 126 C8H140 034379-54-9 64
4 Sulfurous acid, butyl cyclohexyl... 234 C11H2203S 1000309-21-4 64
5 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 62
Abundance Scan 1739 (12.149 min): VD068985.D\data.ms (-1731) (- m/z 96.95 100.00%
97.0
55.0
5000
126.1 T U
m 12.00 12.50
Ol bl b 2070 myz ss.00 62.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
55.0 91.0
5000 nh. —
12.00 12.50
126.0 m/z 69.05 29.81%
00, |
O \\\‘\\\\‘H\\\‘\‘\“\\“\\\ “\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11569: 2-Hexene, 3,4,4-trimethyl-
97.0
55.0
— —
12.00 12.50
5000 m/z 41.05 26.29%
27.0
H 126.0
0“w“HMH‘JW‘H“HJM‘\WWH“H‘W“H‘H“_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #11491: Furan, 2,3-dihydro-4-(1-methylpropyl)-, (S)- — ——
97.0 12.00 12.50
m/z 57.10 22.01%
5000 41.0
126.0
o |
O Ll el ol e e e e e e Ve Lo
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD042621\
Data File : VD0O68985.D

Acqg On : 26 Apr 2021 13:39
Operator : VA/SY

Sample : M2183-01

Misc : 7.05G/5.00m1/MSVOA_D/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D040721S.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|
Cyclopentane, 1... 8.597 11.4 ug/l 273507 2 8.867 1202740 50.0
Cyclopentane, 1... 9.626 10.6 ug/l 255466 2 8.867 1202740 50.0
Cyclopentane, 1... 9.773 14.1 ug/l 339025 2 8.867 1202740 50.0
Hexane, 3,4-dim... 10.102 12.5 ug/l 300129 2 8.867 1202740 50.0
Cycloheptane, m... 10.508 16.3 ug/l 606352 3 11.644 1864680 50.0
Cyclohexane, et... 11.191 21.5 wug/l 800649 3 11.644 1864680 50.0
Cyclooctane, bu... 11.243 33.2 ug/l 1238280 3 11.644 1864680 50.0
Piperidine 11.349 8.8 ug/l 327701 3 11.644 1864680 50.0
Cyclohexane, 1,... 11.449 9.0 ug/l 334221 3 11.644 1864680 50.0

2 3 0

cis-1-Ethyl-3-m... 12.149 14. ug/1 530288 11.644 1864680 50.
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