LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD040821\
Data File : VD0O68786.D

Acqg On : 08 Apr 2021 13:48
Operator : VA/SY

Sample : M1979-13

Misc : 5.17G/5.00m1/MSVOA_D/SOIL

ALS vial : 7 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: VDO68786.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 7.920 1010 1020 1025 rBV 208030 511488 6.03% 0.438%
2 7.985 1025 1031 1040 rVB 368590 821032 9.68% 0.702%
3 8.338 1081 1091 1101 rVB 165387 380512 4.49% 0.326%
4 8.508 1110 1120 1133 rVB 429582 1011489 11.93% 0.865%
5 8.867 1173 1181 1197 rBV 572831 1150829 13.57% ©.985%

6 9.355 1250 1264 1268 rBV2 95832 251295 2

7 9.408 1268 1273 1281 rVB2 142960 278575 3

8 9.626 1299 1310 1319 rBV3 73150 176655 2.08%

9 9.779 1328 1336 1346 rBV 525099 1035712 12.
9.914 1350 1359 1365 rBV 347090 718628 8

OO0
[y
Ui
[y
R

11 10.096 1382 1390 1395 rBV2 92650 188785 2.23%
12 10.267 1406 1419 1425 rBV 668896 1286998 15.18%
13 10.338 1425 1431 1445 rVB 1020858 1929092 22.75%
14 10.508 1455 1460 1470 rVB3 99431 233066 2.75%

OO0ORrRrLrOe
()]
w1
=
R

15 10.638 1470 1482 1485 rBV 125290 251576 2.97% 215%
16 10.679 1485 1489 1500 rVB4 187243 387103 4.57% 0.331%
17 10.785 1500 1507 1517 rBV6 296942 829202 9.78% 0.709%
18 10.867 1517 1521 1526 rVB 137930 214984  2.54% ©.184%
19 10.955 1526 1536 1542 rVB2 356806 702768 8.29% 0.601%
20 11.055 1542 1553 1561 rBV 498051 1207054 14.23% 1.033%

21 11.126 1561 1565 1568 rBV 214495 343148 4.05%
22 11.161 1568 1571 1576 rVB 142885 211209 2.49%
23 11.243 1577 1585 1591 rBV 846514 1727080 20.37%
24 11.296 1591 1594 1599 rVB2 253626 352777 4.16%
25 11.349 1599 1603 1607 rVB2 182480 278891 3.29%

CORrO®
I
N
e
xR

26 11.396 1607 1611 1615 rBV2 157095 215279 2.54%
27 11.449 1615 1620 1629 rVB 754430 1587491 18.72%
28 11.561 1635 1639 1643 rBv4 85723 170213 2.01%
29 11.643 1644 1653 1658 rBV2 1011571 1960377 23.12%
30 11.779 1670 1676 1680 rBV2 400708 598460 7.06%

OFrRroORFrRrOe
=
N
a
R

31 11.832 1680 1685 1689 rBV3 300581 534771 6.31%
32 11.890 1689 1695 1699 rBV2 767953 1518078 17.90%
33 11.985 1707 1711 1714 rBV4 178668 304587 3.59%
34 12.055 1718 1723 1725 rBV 162504 275925 3.25%
35 12.149 1731 1739 1745 rBV2 1387237 3153045 37.18%

NOORrRrO®
N
a
=
R

36 12.208 1745 1749 1752 rVV2 246383 328777 3.88%

(]
N
o]
=
R
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD040821\
Data File : VD0O68786.D

Acqg On : 08 Apr 2021 13:48
Operator : VA/SY

Sample : M1979-13

Misc : 5.17G/5.00m1/MSVOA_D/SOIL

ALS vial : 7 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 12.267 1755 1759 1763 rVB 884208 1405056 16.57% 1.202%
38 12.349 1763 1773 1776 rBV4 1085155 2736769 32.27%  2.342%
39 12.455 1783 1791 1796 rBv6é 529460 1535399 18.11% 1.314%
40 12.608 1813 1817 1827 rVB2 1460201 4013736 47.33% 3.434%
41 12.720 1827 1836 1840 rBV6 811694 2095167 24.71% 1.793%
42 12.790 1840 1848 1855 rVB8 1176719 3429512 40.44% 2.934%
43 12.873 1855 1862 1866 rBV6 630976 1601636 18.89% 1.370%
44 12.955 1870 1876 1891 rVB9 787303 2846797 33.57% 2.436%
45 13.090 1895 1899 1904 rVB3 744701 1165553 13.75% ©0.997%
46 13.143 1904 1908 1910 rBV3 606164 907041 10.70% 0.776%
47 13.185 1910 1915 1917 rVV 1278009 2111545 24.90% 1.807%
48 13.208 1917 1919 1928 rVB 1674444 2858341 33.71% 2.446%
49 13.314 1928 1937 1941 rBV2 1171035 2304773 27.18% 1.972%
50 13.402 1948 1952 1953 rBV3 531182 718022 8.47% 0.614%
51 13.426 1953 1956 1960 rVV3 662021 1088453 12.84% 0.931%
52 13.496 1965 1968 1972 rBv2 510744 742079 8.75% 0.635%
53 13.573 1977 1981 1984 rVV 940333 1536558 18.12% 1.315%
54 13.626 1984 1990 1999 rVB 1659401 3829724 45.16% 3.277%
55 13.702 1999 2003 2009 rVB8 327929 691036 8.15% ©.591%
56 13.784 2013 2017 2022 rVB 777997 1181987 13.94% 1.011%
57 13.896 2030 2036 2041 rBV 2287940 4221360 49.78% 3.612%
58 14.002 2050 2054 2057 rBV4 509163 780039 9.20% 0.667%
59 14.049 2057 2062 2067 rVV5 869115 1819522 21.46% 1.557%
60 14.108 2068 2072 2075 rVV4 936344 1527408 18.01% 1.307%
61 14.149 2076 2079 2086 rVB2 1543624 2790663 32.91% 2.388%
62 14.214 2086 2090 2094 rBV2 880817 1378089 16.25% 1.179%
63 14.279 2095 2101 2107 rBV5 2157336 3979930 46.93% 3.405%
64 14.337 2107 2111 2113 rBV3 598568 892023 10.52% 0.763%
65 14.402 2118 2122 2125 rBV3 2013761 3336889 39.35% 2.855%
66 14.567 2138 2150 2154 rBV5 2273992 7220249 85.15% 6.178%
67 14.761 2180 2183 2188 rVB3 580155 805417 9.50% 0.689%
68 14.820 2189 2193 2196 rBV3 1505922 2624672 30.95% @ 2.246%
69 14.861 2196 2200 2208 rVB 4621055 8479777 100.00% 7.255%
70 15.155 2245 2250 2252 rBV3 1418066 2335978 27.55% 1.999%
71 15.367 2281 2286 2292 rVB5 981776 2173474 25.63% 1.860%
72 15.437 2293 2298 2303 rBV5 1175294 2210954 26.07% 1.892%
73 15.673 2334 2338 2340 rBV3 681787 1133320 13.36% 0.970%
74 15.984 2388 2391 2397 rVV2 446866 721854 8.51% 0.618%
75 16.061 2399 2404 2410 rVB4 733174 1628629 19.21% 1.393%
76 16.678 2504 2509 2524 rVB8 256592 889059 10.48% 0.761%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD040821\
Data File : VD0O68786.D

Acqg On : 08 Apr 2021 13:48
Operator : VA/SY

Sample : M1979-13

Misc : 5.17G/5.00m1/MSVOA_D/SOIL

ALS vial : 7 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

Sum of corrected areas: 116875441
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD040821\
Data File : VD0O68786.D

Acqg On : 08 Apr 2021 13:48
Operator : VA/SY

Sample : M1979-13

Misc : 5.17G/5.00m1/MSVOA_D/SOIL

ALS vial : 7 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

Abundance TIC: VD068786.D\data.ms
7000000

6000000
5000000
4000000
3000000
2000000

1000000

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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: VD068786.D\data.ms
7000000

6000000
5000000
4000000
3000000

2000000

lO 338

1000000 ocos 8867 0179 11 2431, 449 ]-L 2
768> g338” ' 9%5198 10 096 5@6 ﬁ % q
, <N [ 6263 Ll

Time--> 7.00 7.50 8.00 8.50 9.00 9. 50 10 00 10 50 11. 00 11 50
Abundance TIC: VD068786.D\data.ms
7000000 14.861

6000000
5000000

4000000 14.402 567
14.820 15 185 18437
138% 4, 279

3000000
08 13626 || a8 ,q 39 14. 7 ‘1 5. 673

IS ‘
h3.28m 4 t' A 4 235
20000000 15140 12.608 ‘ 28, 5313 784 21 3 15

12790985090, 13 a0k
800 [12%3% 455 8 L“’"'"

1000000 20 8
A -“VE

T ’ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T
Time--> 12 00 12.50 13 00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

2061

€5

16.678

82D040721S.M Fri Apr 09 20:24:04 2021 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD040821\
Data File : VD0O68786.D

Acqg On : 08 Apr 2021 13:48
Operator : VA/SY

Sample : M1979-13

Misc : 5.17G/5.00m1/MSVOA_D/SOIL

ALS vial : 7 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 1R,2c,3t,4t-Tetramethyl-cyc... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.790 111.60 ug/l 3429510 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1R,2c,3t,4t-Tetramethyl-cyclohexane 140 C10H20 1000144-07-3 50
2 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 41
3 Cyclohexane, 1,3,5-trimethyl-2-o0... 378 C27H54 055282-34-3 38
4 trans-3-Decene 140 C10H20 019150-21-1 35
5 3-Cyclopentylpropionic acid, 2-m... 198 C12H2202 1000293-46-6 35

Abundance Scan 1848 (12.790 min): VD068786.D\data.ms (-1840) (- m/z 69.05 100.00%
69.0

125.1
5000
—r —
‘ ‘ 12.50 13.00
0. L 2088 m/z 70.05  89.17%
m/z--> 50 100 150 200 250 300 350
Abundance #18052: 1R,2c,3t,4t-Tetramethyl-cyclohexane
69.0
5000 — -
12.50 13.00
‘ 111.0 m/z 57.00 86.87%
O\\‘\ \‘\H“\“\h\!‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #6798: cis-1-Butyl-2-methylcyclopropane
55.0
— -
12.50 13.00
5000 ITI/Z 125.05 83.66%
112.0
ow“w “‘m_u”_m_m,‘m_m_m
miz--> 50 100 150 200 250 300 350
Abundance  #201695: Cyclohexane, 1,3,5-trimethyl-2-octadecyl- P T
125.0 12.50 13.00
69.0 m/z 56.00  78.19%
h MM
0 I u‘u i h“ | 167.0207.0 252.0 294.0 335.0 378.(
A e e e T — —
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD040821\
Data File : VD0O68786.D

Acqg On : 08 Apr 2021 13:48
Operator : VA/SY

Sample : M1979-13

Misc : 5.17G/5.00m1/MSVOA_D/SOIL

ALS vial : 7 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 unknownl12.955 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.955 92.64 ug/l 2846800 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanemethanol, 2,2,3,3-te... 128 C8H160 002415-96-5 46
2 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 43
3 5-Amino-3-methylpyrazole 97 C4H7N3 031230-17-8 38
4 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 CEH12N2 100463-01-2 38
5 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 38

Abundance Scan 1876 (12.955 min): VD068786.D\data.ms (-1870) (- m/z 97.10 100.00%
97.1

55.0
5000
—r
| 14‘0'1 13.00
0 byt 38 m/z 55.00 75.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12647: Cyclopropanemethanol, 2,2,3,3-tetramethyl-
55.0
97.0
5000 T
13.00
28.0 ‘ m/z 41.00 45.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #119049: Oxalic acid, cyclohexylmethyl isohexyl ester
55.0 97.0
—r
13.00
5000 ITI/Z 71.10 42.38%
NI T N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2946: 5-Amino-3-methylpyrazole M
97.0 13.00
m/z 95.05 37.60%
5000
41.0
66.0
15.0 L H
0! T R R R RREREa —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD040821\
Data File : VD0O68786.D

Acqg On : 08 Apr 2021 13:48
Operator : VA/SY

Sample : M1979-13

Misc : 5.17G/5.00m1/MSVOA_D/SOIL

ALS vial : 7 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 Heptane, 2,2,4,6,6-pentamet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.208 93.01 ug/l 2858340 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 64
2 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34 127204-12-0 64
3 2,2,7,7-Tetramethyloctane 170 C12H26 001071-31-4 59
4 Octane, 2,2-dimethyl- 142 C1eH22 015869-87-1 42
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 42

Abundance Scan 1919 (13.208 min): VD068786.D\data.ms (-1917) (- m/z 57.00 100.00%
57.0

=

5000
o5 1 e e
1131 1301 13.00 13.50
L N N m/z 56.00 47.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38357: Heptane, 2,2,4,6,6-pentamethyl-
57.0
5000 e —
13.00 13.50
m/z 41.00 15.20%
29.0
[ 4 880 1120 155.0
O‘\H\\‘\\\‘\\‘\\‘\\\\‘\\\‘\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83053: Dodecane, 2,2,11,11-tetramethyl-
57.0
e e
13.00 13.50
5000 ITI/Z 85.10 11.56%
29.0 85.0
ol M | | ] 1130 1410 1680 2110
TR B IR IR e B R
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #38353: 2,2,7,7-Tetramethyloctane e ——
57.0 13.00 13.50
m/z 69.00 7.26%
5000
29.0 85.0
DUl o asso
L B A — —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD040821\
Data File : VD0O68786.D

Acqg On : 08 Apr 2021 13:48
Operator : VA/SY

Sample : M1979-13

Misc : 5.17G/5.00m1/MSVOA_D/SOIL

ALS vial : 7 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 Octane, 2,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.626 124.62 ug/l 3829720 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
2 Heptane, 4-ethyl-2,2,6,6-tetrame... 184 C13H28 062108-31-0 64
3 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 53
4 Decane, 2,2,7-trimethyl- 184 C13H28 062237-99-4 53
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 53

Abundance Scan 1990 (13.626 min): VD068786.D\data.ms (-1984) (- m/z 57.10 100.00%
57.1

— —r
‘ 85.0 113.1 13.50 14.00
Obrrrpree b S b 2552 2088 sz s6.00  40.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57.0
5000 — e
13.50 14.00
m/z 71.05 28.44%
29.0
850 113.0
O\\\\‘\‘\‘\\“M\\“‘\\H}\‘{‘\\\‘\\‘1‘\‘\W}ﬁz\.\q\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48918: Heptane, 4-ethyl-2,2,6,6-tetramethyl-
57.0
— —r
13.50 14.00
5000 ITI/Z 43.00 23.68%
29.0
ol Tl ) 880 1130 169.0
R R e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12687: Heptane, 2,2-dimethyl- T T
57.0 13.50 14.00
m/z 41.00 21.52%
5000
29.0
113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD040821\
Data File : VD0O68786.D

Acqg On : 08 Apr 2021 13:48
Operator : VA/SY

Sample : M1979-13

Misc : 5.17G/5.00m1/MSVOA_D/SOIL

ALS vial : 7 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 Naphthalene, decahydro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.896 137.36 ug/l 4221360 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 95
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 95
3 Spiro[4.5]decane 138 C1@H18 000176-63-6 87
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 81
5 Cyclodecene 138 C10H18 003618-12-0 76
Abundance Scan 2036 (13.896 min): VD068786.D\data.ms (-2030) (-  m/z 138.05 100.00%
67.0 138.1
96.0
41.0
5000
= —
JL ‘ 166.1 13.50 14.00
0 e 1051 2068 ; 67.00  98.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16891: Naphthalene, decahydro-
67.0 96.0 138.0
5000{ 410 — —
13.50 14.00
m/z 68.00 78.02%
O‘\‘\‘\\‘i”\\\“}‘\“‘\\‘\\\h“\l\\‘.\\\1“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16924: Naphthalene, decahydro-, trans-
67.0 138.0
96.0 ‘ T T ‘ T
41.0 13.50 14.00
5000 m/z 96.05 74.61%
ol w‘w“u_m‘_m‘uwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16860: Spiro[4.5]decane o 7
67.0 96.0 13.50 14.00
138.0 m/z 82.00 73.72%
- | JM\J
ol Hw“u‘wum‘_m‘m‘_m_m — —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD040821\
Data File : VD0O68786.D

Acqg On : 08 Apr 2021 13:48
Operator : VA/SY

Sample : M1979-13

Misc : 5.17G/5.00m1/MSVOA_D/SOIL

ALS vial : 7 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 Sulfurous acid, 2-pentyl un... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.149 90.81 ug/l 2790660 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-pentyl undecyl... 306 C16H3403S 1000309-16-0 59
2 Sulfurous acid, isohexyl 2-penty... 236 C11H2403S 1000309-15-5 59
3 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 49
4 4-Methyl-3-heptanol, heptafluoro... 326 C12H17F702 1000365-51-5 47
5 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 47

Abundance Scan 2079 (14.149 min): VD068786.D\data.ms (-2076) (- m/z 71.10 100.00%

430 741
5000
— —
99.1 | 14‘1-1 701 14.00 14.50
Ob et bl Ll TTOL 2069 L, 43 00 85.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #149372: Sulfurous acid, 2-pentyl undecyl ester
71.0
43.0
5000 T —
14.00 14.50
m/z 85.10 72.39%
99.0 155.0
O \\\‘\‘\‘\ ‘ }H\M T “‘} T \H‘ T \‘\‘\1’2\6\.\0\ ‘ TT \‘\ ‘ TTTT ‘ TTT \2‘0\\7.\(\)
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90256: Sulfurous acid, isohexyl 2-pentyl ester
43.0 85.0
— —
14.00 14.50
5000 ITI/Z 57.10 43.87%
L 1110 140.0 167.0
0 HW‘\‘H‘U‘H”WU H\“‘w\‘1\,\H\‘(m‘wm‘\m‘\m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7554: 1,3-Dimethylcyclopentanol T —
43.0 71.0 14.00 14.50
m/z 70.00 42.23%
15.0 I¥ 99.0
(o} ‘M\“‘HH1“‘\H\,\m‘\m‘\m‘\m‘\m — —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD040821\
Data File : VD0O68786.D

Acqg On : 08 Apr 2021 13:48
Operator : VA/SY

Sample : M1979-13

Misc : 5.17G/5.00m1/MSVOA_D/SOIL

ALS vial : 7 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 Adamantane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.279 129.51 ug/1l 3979930 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane 136 C10H16 000281-23-2 89
2 2,5-Methano-1H-indene, octahydro- 136 C1@H16 019026-94-9 49
3 2H-Inden-2-one, 1,4,5,6,7,7a-hex... 136 C9H120 039163-29-6 43
4 1H-Inden-1-one, 2,3,4,5,6,7-hexa... 136 C9H120 022118-00-9 38
5 Cyclohexanol, 2-methyl-5-(1-meth... 154 C1@H180 018675-33-7 38
Abundance Scan 2101 (14.279 min): VD068786.D\data.ms (-2095) (- m/z 57.05 100.00%
57.0
136.1
5000
109.1 — ——
H 168.1 14.00 14.50
0 My L 198 w2 136,05 75.98%
miz--> 80 100 120 140 160 180
Abundance #15684. Adamantane
136.0
5000 e [
14.00 14.50
41.0 m/z 71.10 53.98%
O \\\‘\\\\“‘\\‘\m\‘\” \‘\a\-]\-s\.‘p\\\ “\\\\‘\\\\‘\\
miz--> 20 80 100 120 140 160 180
Abundance #15785 2 5-Methano-1H- |ndene octahydro-
36.0
—— —
14.00 14.50
5000 m/z 41.00 52.54%
41.0
107 0
0 Hw‘m;m‘:”“_m m,uu‘,uw,””,”
miz--> 80 100 120 140 160 180
Abundance  #16530: 2H—Inden—2—one, 1,4,5,6,7,7a-hexahydro- —— —
136.0 14.00 14.50
m/z 79.00 45.36%
-0 108.0
5000
m/z--> 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD040821\
Data File : VD0O68786.D

Acqg On : 08 Apr 2021 13:48
Operator : VA/SY

Sample : M1979-13

Misc : 5.17G/5.00m1/MSVOA_D/SOIL

ALS vial : 7 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 Naphthalene, decahydro-2-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.402 108.58 ug/l 3336890 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 90
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 70
3 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 58
4 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 52
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 49

Abundance Scan 2122 (14.402 min): VD068786.D\data.ms (-2118) - m/z 81.00 100.00%

81.0 152.1
55.0
5000
109.1 — S
‘ M ‘ ‘ 14.00 14.50
0o LI Ll 18422080 0t o5 6 91.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 — ——
14.00 14.50
109.0 m/z 152.05 86.03%
0! ‘\i“‘\\‘hH\“H‘\‘\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25429: trans-Decalin, 2-methyl-
81.0
= =
55.0 152.0 14.00 14.50
5000 ' m/z 83.05  81.48%
29.0 109.0
U0 O T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25438: Decalin, syn-1-methyl-, cis- — —
41.0 81.0 14.00 14.50
m/z 82.00 80.32%
152.0
5000
109.0
o N T S ek
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD040821\
Data File : VD0O68786.D

Acqg On : 08 Apr 2021 13:48
Operator : VA/SY

Sample : M1979-13

Misc : 5.17G/5.00m1/MSVOA_D/SOIL

ALS vial : 7 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 cis-Decalin, 2-syn-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.567 234.95 ug/l 7220250 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 76
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 76
3 Pulegone 152 C1eH160 000089-82-7 60
4 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 53
5 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 49

Abundance Scan 2150 (14.567 min): VD068786.D\data.ms (-2138) (-  m/z 152.05 100.00%

67.0 95.0 152.1
so00] 410
131. LN ‘
3
0 Mkl 3781 2088 1y 67,00 93.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25433: cis-Decalin, 2-syn-methyl-
95.0
67.0
41.0
5000 — :
152.0 14.50
m/z 95.00 91.89%
‘123.0
O' \\‘\““\\“\\“}\\\“\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
T
14.50
5000 ITI/Z 81.00 84.21%
109.0
0 _“w‘:muu“_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25066: Pulegone 7
81.0 14.50
152.0 m/z 82.00 78.94%
- | T UMM/A)V\
0- H‘M‘w;‘\\‘JYS\:!"\‘\H‘\‘HH‘HH‘HH —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD040821\
Data File : VD0O68786.D

Acqg On : 08 Apr 2021 13:48
Operator : VA/SY

Sample : M1979-13

Misc : 5.17G/5.00m1/MSVOA_D/SOIL

ALS vial : 7 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 Undecane, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.861 275.93 ug/l 8479780 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 76
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 70
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 62
5 Hexane, 3-ethyl-2,5-dimethyl- 142 C10H22 052897-04-8 49

Abundance Scan 2200 (14.861 min): VD068786.D\data.ms (-2196) (-  m/z 57.00 100.00%
57.0

> JA/\N
— ——
‘ 98.1 14.50 15.00
[ — “Hu L, “, L AL 1sa2  28LI ., 7110 47.07%
miz--> 50 100 150 200 250
Abundance #48881: Undecane, 2,6-dimethyl-
57.0
5000 — ——
14.50 15.00
27,0 m/z 43.00 38.19%
‘ 98.0
Ot U‘“H‘\ W‘ \“\ “’ \“1\28\0\ ‘1\6\9(\)\ L LA A B B B
m/z--> 50 100 150 200 250
Abundance #48847: Dodecane, 6-methyl-
57.0
— ——
14.50 15.00
5000 m/z 41.00 25.86%
98.0
270
ol IO L w00 mse MJ\M
m/z--> 50 100 150 200 250
Abundance #48872: Undecane, 2,5-dimethyl- — —
57.0 14.50 15.00
m/z 56.00 15.78%
- »\NJ\\\W
112.0
27.0
ob b ) 1890 S
mlz--> 50 100 150 200 250 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD040821\
Data File : VD0O68786.D

Acqg On : 08 Apr 2021 13:48
Operator : VA/SY

Sample : M1979-13

Misc : 5.17G/5.00m1/MSVOA_D/SOIL

ALS vial : 7 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|
1R,2c,3t,4t-Tet... 12.790 111.6 ug/l 3429510 4 13.573 1536560 50.0
unknown12.955 12.955 92.6 ug/l 2846800 4 13.573 1536560 50.0
Heptane, 2,2,4,... 13.208 93.0 ug/l 2858340 4 13.573 1536560 50.0
Octane, 2,6-dim... 13.626 124.6 ug/l 3829720 4 13.573 1536560 50.0
Naphthalene, de... 13.896 137.4 ug/l 4221360 4 13.573 1536560 50.0
Sulfurous acid,... 14.149 90.8 ug/l 2790660 4 13.573 1536560 50.0
Adamantane 14.279 129.5 ug/l 3979930 4 13.573 1536560 50.0
Naphthalene, de... 14.402 108.6 ug/l 3336890 4 13.573 1536560 50.0
cis-Decalin, 2-... 14.567 234.9 ug/l 7220250 4 13.573 1536560 50.0
Undecane, 2,6-d... 14.861 275.9 ug/l 8479780 4 13.573 1536560 50.0
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