LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD072921\
Data File : VD069919.D

Acqg On : 29 Jul 2021 18:52

Operator : VA/SY

Sample : M3216-11

Misc : 5.07G/5.00m1/MSVOA_D/SOIL SPLP-LEACHATE-AMENDED-COM-

ALS Vvial : 19 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\82D072221S.M

Title : SW846 8260

Signal : TIC: VD@69919.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.491 92 97 103 rBV 40115 67088 1.73% 0.142%
2 2.691 128 131 137 rBV 39603 78283 2.02% 0.166%
3 3.562 269 279 285 rBv4 17639 44442 1.15% 0.094%
4 4,156 371 380 385 rBV2 48766 131894 3.40% 0.280%
5 4.238 385 394 407 rVB 394736 1071444 27.62% 2.274%
6 4.409 412 423 435 rVW 288686 841375 21.69% 1.786%
7 4.961 505 517 532 rBV3 49022 160960 4.15% 0.342%
8 5.991 682 692 702 rVB4 27512 82727 2.13% 0.176%
9 7.197 887 897 907 rBVS5 19205 66034 1.70% 0.140%
10 7.914 1007 1019 1024 rBV 459609 1123707 28.97% 2.385%
11  7.973 1024 1029 1041 rVB 753730 1704343 43.94% 3.617%
12 8.326 1078 1089 1101 rBV 530017 1223634 31.54% 2.597%
13 8.502 1113 1119 1127 rVB4 18289 40702 1.05% 0.086%
14 8.861 1170 1180 1195 rBV 1260068 2510680 64.72% 5.328%
15 9.344 1249 1262 1269 rBV7 28819 80012 2.06% 0.170%
16 9.773 1326 1335 1341 rBv4 28959 58739 1.51% 0.125%
17 9.908 1348 1358 1364 rBV5 38384 87740  2.26% 0.186%
18 10.332 1423 1430 1446 rBV 2142063 3879032 100.00%  8.233%
19 10.508 1454 1460 1468 rVB7 29430 72638 1.87% 0.154%
20 10.673 1484 1488 1494 rVB2 33688 56887 1.47% 0.121%
21 10.773 1498 1505 1510 rBV6 27984 72199 1.86% ©.153%
22 10.855 1515 1519 1525 rVB2 34722 57938 1.49% 0.123%
23 10.949 1525 1535 1542 rBV2 91968 185177 4.77% 0.393%
24 11.044 1546 1551 1560 rBV2 75571 193562 4.99% 0.411%
25 11.120 1560 1564 1569 rVV2 56106 96106 2.48% 0.204%
26 11.185 1570 1575 1579 rVv2 67275 120862 3.12% 0.257%
27 11.238 1579 1584 1590 rVV2 139317 263415 6.79% ©.559%
28 11.291 1590 1593 1597 rVW4 36422 59353 1.53% 0.126%
29 11.349 1597 1603 1607 rVV3 116248 211663 5.46% 0.449%
30 11.391 1607 1610 1614 rVV3 60321 96804  2.50% 0.205%
31 11.443 1614 1619 1627 rVB 123352 240513 6.20% ©.510%
32 11.520 1627 1632 1636 rBv2 40186 75042 1.93% 0.159%
33 11.638 1643 1652 1660 rBV 1963769 3403100 87.73% 7.222%
34 11.708 1660 1664 1670 rVB 58926 96941 2.50% 0.206%
35 11.773 1670 1675 1678 rBV3 78617 123162 3.18% 0.261%

36 11.826 1678 1684 1688 rBV5 108519 210419 5.42% 0.447%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD072921\
Data File : VD069919.D

Acqg On : 29 Jul 2021 18:52

Operator : VA/SY

Sample : M3216-11

Misc : 5.07G/5.00m1/MSVOA_D/SOIL SPLP-LEACHATE-AMENDED-COM-

ALS Vvial : 19 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\82D072221S.M
Title : SW846 8260
37 11.879 1688 1693 1698 rBvV2 317184 580453 14.96% 1.232%
38 11.926 1698 1701 1706 rVB2 192156 292417 7.54% 0.621%
39 11.991 1706 1712 1713 rBV3 57082 98219 2.53% 0.208%
40 12.079 1722 1727 1731 rBv2 115329 166645 4.30% 0.354%
41 12.143 1731 1738 1745 rBv4 352797 949349 24.47%  2.015%
42 12.261 1750 1758 1763 rVB 618244 1137370 29.32% 2.414%
43 12.373 1763 1777 1785 rBV5 745978 2863908 73.83% 6.078%
44 12.461 1789 1792 1795 rBv4 88190 133225 3.43% 0.283%
45 12.508 1795 1800 1808 rVB2 430046 1019542 26.28% 2.164%
46 12.626 1808 1820 1826 rVB2 1723628 3755326 96.81% 7.970%
47 12.714 1826 1835 1838 rBV6 328710 855854 22.06% 1.816%
48 12.785 1839 1847 1854 rVB6 644854 1790099 46.15% 3.799%
49 12.867 1854 1861 1866 rBv4 386531 963948 24.85% 2.046%
50 12.949 1867 1875 1881 rBV7 744247 2182709 56.27% 4.632%
51 13.085 1894 1898 1902 rVB4 285457 420667 10.84% ©.893%
52 13.138 1902 1907 1910 rBv4 207094 374324 9.65% 0.794%
53 13.202 1915 1918 1926 rVB3 423172 769334 19.83% 1.633%
54 13.273 1926 1930 1931 rBV3 158481 194181 5.01% 0.412%
55 13.302 1932 1935 1940 rBV2 268073 371514 9.58% ©.788%
56 13.349 1940 1943 1947 rVB3 156376 194277 5.01% 0.412%
57 13.420 1951 1955 1958 rVvVv3 410091 663753 17.11% 1.409%
58 13.455 1958 1961 1965 rVB2 511184 742023 19.13% 1.575%
59 13.567 1973 1980 1984 rBV 1522082 2656707 68.49% 5.638%
60 13.608 1984 1987 1997 rVB 433289 924482 23.83% 1.962%
61 13.702 2000 2003 2008 rVB4 176792 266044 6.86% ©.565%
62 13.885 2029 2034 2039 rBV 595902 1054248 27.18% 2.237%
63 13.932 2039 2042 2047 rVB5 137996 219795 5.67% 0.466%
64 14.137 2075 2077 2084 rVB2 300917 445360 11.48% ©.945%
65 14.208 2085 2089 2094 rVV5 125180 206994 5.34% 0.439%
66 14.273 2096 2100 2107 rVV8 155205 321059 8.28% ©0.681%
67 14.332 2107 2110 2115 rVB6 76762 117954 3.04% 0.250%
68 14.396 2115 2121 2136 rVB5 324831 822152 21.19% 1.745%
69 14.514 2136 2141 2144 rBV5 99530 199193 5.14% 0.423%
70 14.555 2146 2148 2154 rVB4 153709 201980 5.21% 0.429%
71 14.984 2218 2221 2224 rBVS 32418 44182 1.14% 0.094%
72 15.355 2280 2284 2292 rVB5 56743 105557 2.72% 0.224%
73 15.767 2350 2354 2360 rVB8 45540 77553 2.00% 0.165%
74 16.661 2502 2506 2512 rBV9 18945 47419 1.22% 0.101%
Sum of corrected areas: 47118433
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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_D\Data\VD072921\

: VD069919.D

: 29 Jul 2021 18:52

: VA/SY

: M3216-11

: 5.07G/5.00m1/MSVOA_D/SOIL
: 19

SPLP-LEACHATE-AMENDED-COM-

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0
Time-->
Abundance

2000000

1500000

1000000

500000

TIC: VD069919.D\data.ms

4.238
4.409

2.4912.691 3.562 4.156 4.961 5.991

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: VD069919.D\data.ms

10.832

11.638

8.861

7.973

8.326

9.773908

Time-->
Abundance

2000000

1500000

1000000

500000

il

7
T \
7.50 8.00

]\8.502
e

8.50

7.197 9.344

10.00

[ | i
9.00 9.50 10.50

TIC: VD069919.D\data.ms

7.00

13.567
12.626 3.56

12.949

13.455

4.984

15.355 15.767 16.661

82D072221S .M

T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T
13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD072921\
Data File : VD069919.D

Acq On : 29 Jul 2021 18:52

Operator : VA/SY

Sample : M3216-11 :

Misc : 5.07G/5.00m1/MSVOA_D/SOIL SPLP-LEACHATE-AMENDED-COM-

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.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 Dimethyl sulfide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.238 31.43 ug/l 1071440  Pentafluorobenzene 7.979

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Dimethyl sulfide 62 C2H6S 000075-18-3 94

2 Borane-methyl sulfide complex 76 C2H9BS 013292-87-0 90

3 Ethanethiol 62 C2H6S 000075-08-1 64

4 Ethene, chloro- 62 C2H3Cl 000075-01-4 7

5 Phosphine, ethyl- 62 C2H7P 000593-68-0 5

Abundance Scan 394 (4.238 min): VD069919.D\data.ms (-385) (-) m/z 61.95 100.00%

47.0 62.0
5000
R AREEEREEEa
40.0 4.00 4.20 4.40 4.60
Ol p b b oy M/Z 46,95 90.91%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #390: Dimethyl sulfide
47.0 62.0
5000 L B B I LN B
35.0 4.00 4.20 4.40 4.60
27.0 m/z 45.00 50.92%
15.0 ‘
O H‘\\\\‘H\i}\\\\‘HH‘Hi\‘HH‘HH‘\HM\ H‘HH‘\HH\ H‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1062: Borane-methyl sulfide complex
62.0
47.0
R a R
4.00 4.20 4.40 4.60
5000 m/z 61.00 41.59%
35.0
27.0
0 15.0 “ ‘ AN ] 74.0
P e e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #386: Ethanethiol R EE R
29.0 470 62.0 4.00 4.20 4.40 4.60
' m/z 46.00 39.73%
5000 /L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD872921\

Data File : VD069919.D

Acq On : 29 Jul 2021 18:52

Operator : VA/SY

Sample : M3216-11 :

Misc : 5.07G/5.00m1/MSVOA_D/SOIL SPLP-LEACHATE-AMENDED-COM-

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.M
. 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, 2,6-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.261 16.71 ug/l 1137370  Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 94
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 90
4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 72
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 59

Abundance Scan 1758 (12.261 min): VD069919.D\data.ms (-1750) (- m/z 57.10 100.00%
57.1

—r —
85.1 113.1 1421 12.00 12.50
Ol b LT 14212070 L/ 71005 60.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 L M
12.00 12.50
m/z 43.10 42.38%
29.0
‘ ‘ g5 1130
O\\\‘\‘\\\“M\\“‘\\H}\‘{‘\\\‘\\f“\‘\\\]-\fz\.\o\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22095: Octane, 3,6-dimethyl-
57.0
e —
12.00 12.50
5000 m/z 56.00  34.96%
29.0
113.0
MR 0 W N .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22077: Nonane, 3-methyl- 4 —
57.0 12.00 12.50
m/z 41.00 33.70%
5000
29'0‘ o5y 1120
om‘““H\M‘“‘_M"w"m"m‘u‘1‘4‘2"9“””_”“”” S ——
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\VD072921\
Data File : VD069919.D

Acq On : 29 Jul 2021 18:52

Operator : VA/SY

Sample : M3216-11

Misc : 5.07G/5.00m1/MSVOA_D/SOIL SPLP-LEACHATE-AMENDED-COM-

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.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 Heptane, 3-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.373 42.08 ug/l 2863910 Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 58
2 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 53
3 3-Undecene, 6-methyl-, (E)- 168 C12H24 074630-52-7 43
4 1,3-Diethoxy-2-methylenepropane 144 C8H1602 025307-84-0 40
5 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 38

Abundance Scan 1777 (12.373 min): VD069919.D\data.ms (-1763) (- m/z 57.10 100.00%
1

57
5000 98.1
— -
h‘ 140.0 12.00 12.50
ol Al hg 2990 1909 2810 .., 43,05 46.63%
m/z--> 50 100 150 200 250
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
5000 98.0 P =
12.00 12.50
m/z 98.10 39.17%
27.0
0 \H\ JL \”‘\ “ \‘\:\L4\2.‘0\ L B B B B B B
m/z--> 50 100 150 200 250
Abundance #22101: Octane, 2,3-dimethyl-
57.0
— =
12.00 12.50
5000 98.0 m/z 41.05 32.18%
L
oAl A L | w20
m/z--> 50 100 150 200 250
Abundance #43550: 3-Undecene, 6-methyl-, (E)- — —
57.0 12.00 12.50
m/z 55.00 28.68%
5000
98.0
0] | | 70 aeso
ob— et — — —
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_D\Data\VD072921\
Data File : VD069919.D

Acq On : 29 Jul 2021 18:52

Operator : VA/SY

Sample : M3216-11

Misc : 5.07G/5.00m1/MSVOA_D/SOIL SPLP-LEACHATE-AMENDED-COM-

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.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 Hexane, 2,4-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.508 14.98 ug/l 1019540 Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 58
2 Octane, 2,3-dimethyl- 142 C1eH22 007146-60-3 58
3 Heptane, 4-ethyl- 128 C9H20 002216-32-2 53
4 Nonane 128 C9H20 000111-84-2 50
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 50
Abundance Scan 1800 (12.508 min): VD069919.D\data.ms (-1795) (- m/z 57.10 100.00%
57.1
5000
85.1
T \
12.50
113.1
bt Ll 1422 2068 s 43,05 79.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8644: Hexane, 2,4-dimethyl-
43.0
5000 —
m/z 56.00 35.56%
O \\\‘\‘\‘\\“M\\“‘\\“‘\\‘1‘\\\‘\]-\1\4\..‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22102: Octane, 2,3-dimethyl-
57.0
T \
12.50
5000 m/z 41.00 35.48%
29.0 98.0
N O SV S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14525: Heptane, 4-ethyl- T ‘
43.0 12.50
m/z 85.10 31.48%
5000 85.0
o150 1 | | | 1280 A
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD072921\
Data File : VD069919.D

Acq On : 29 Jul 2021 18:52

Operator : VA/SY

Sample : M3216-11

Misc : 5.07G/5.00m1/MSVOA_D/SOIL SPLP-LEACHATE-AMENDED-COM-

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.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 Cyclohexane, 1-ethyl-2,3-di... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.714 16.11 ug/1 855854  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 53
2 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 49
3 2-Pentene-1,4-dione, 1-(1,2,2-tr... 208 C13H2002 1010196-77-9 49
4 2-(Butyliden-2-one)tetrahydrofuran 140 C8H1202 343270-50-8 47
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 35

Abundance Scan 1835 (12.714 min): VD069919.D\data.ms (-1826) (- m/z 57.05 100.00%

57.0
111.1
5000 85.0
e ;
140.0 206.8 12.50 13.00
ol ‘mu‘ﬂu“w“w“w“wz‘ m/z 69.05 88.94%
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 — —
41.0 12.50 13.00
m/z 111.05 74.94%
140.0
O \‘\‘\‘\\““\\\“!“\‘“\\‘HM\\\“\\‘\‘\‘\‘\\\[‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20756: Cyclohexane, 2-ethyl-1,3-dimethyl-
69.0
P P
111.0 12.50 13.00
5000 ITI/Z 55.00 70.11%
41.0
i 1400
ottt e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85101: 2-Pentene-1,4-dione, 1-(1,2,2-trimethylcyclopent —— ——
69.0 111.0 12.50 13.00
m/z 43.10 59.22%
5000 43.0
139.0
1 Y 1650 2090
R R SRR — —r—
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\VD072921\
Data File : VD069919.D

Acq On : 29 Jul 2021 18:52

Operator : VA/SY

Sample : M3216-11

Misc : 5.07G/5.00m1/MSVOA_D/SOIL SPLP-LEACHATE-AMENDED-COM-

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.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 unknownl2.785 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.785 33.69 ug/l 1790100 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-methyl-2-octyl- 168 C12H24 037617-26-8 49
2 1-Octene, 2,6-dimethyl- 140 C10H20 006874-29-9 47
3 Cyclopentane, 3-hexyl-1,1-dimethyl- 182 C13H26 061142-65-2 43
4 4-Undecene, (E)- 154 C11H22 000693-62-9 43
5 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 38

Abundance Scan 1847 (12.785 min): VD069919.D\data.ms (-1839) (- m/z 70.10 100.00%

70.1
125.1
5000
96.0
e e
H 12.50 13.00
0 A 2540 2000y s57.10 93.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43581 Cyclopropane, 1-methyl-2-octyl-
5000 L .
83.0 12.50 13.00
m/z 69.10 90.97%
o “‘ ‘\ 110 1400 1680
N \\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20695: 1-Octene, 2,6-dimethyl-
56.0
e e
12.50 13.00
5000 ITI/Z 56.05 89.02%
29.0
‘ 84.0 111.0 140.0
0“‘LH;“‘“H‘WH“‘_‘L‘_““H““H“‘H““H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56977: Cyclopentane, 3-hexyl-1,1-dimethyl- — ——
56.0 12.50 13.00
m/z 125.10 78.05%
5000
29.0 83.0
e H"H‘_“W‘H“H‘w“u‘u“_‘u L T
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\VD072921\
Data File : VD069919.D

Acq On : 29 Jul 2021 18:52

Operator : VA/SY

Sample : M3216-11

Misc : 5.07G/5.00m1/MSVOA_D/SOIL SPLP-LEACHATE-AMENDED-COM-

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.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 Trans-1-methyl-2-nonyl-cycl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.867 18.14 ug/l 963948 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trans-1-methyl-2-nonyl-cyclohexane 224 C16H32 1000371-47-8 59
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 58
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 001678-82-6 52
4 1-Methyl-4-(1-methylethyl)-cyclo... 140 C1l0H20 000099-82-1 50
5 Cyclopentane, 1-hydroxymethyl-1,... 128 C8H160 1000156-73-8 50

Abundance Scan 1861 (12.867 min): VD069919.D\data.ms (-1854) (- m/z 55.00 100.00%
55.0

97.1
5000
12‘56 5.3‘06
140.1 - .
o‘H_‘HwJWJMNMJLWMNHJ‘HWHH‘H?R?SH‘WHH_%?Rﬁ m/z 97.10  72.73%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104614: Trans-1-methyl-2-nonyl-cyclohexane
55.0 97.0
5000 = L
12.50 13.00
m/z 81.05 50.35%
0 )L ‘\H Il n126'0 165.0 224'0
\\\‘\H\’\H\’\\H‘H\ ‘H\\‘\H\’\\H‘HH‘H\\‘\H\’\H\’\\H‘H\\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #20784: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55.0
97.0
— —r
12.50 13.00
5000 ITI/Z 69.05 42 .45%
‘ ‘ 140.0
0 "?‘9!9‘,“‘“Hl‘,“x‘wwhww,w‘w_HWH,HH,HH_WH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #20790: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- P ——
55.0 12.50 13.00
97.0 m/z 96.10 37.63%
5000
‘ ‘ ‘ 140.0
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD072921\
Data File : VD069919.D

Acq On : 29 Jul 2021 18:52

Operator : VA/SY

Sample : M3216-11

Misc : 5.07G/5.00m1/MSVOA_D/SOIL SPLP-LEACHATE-AMENDED-COM-

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.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, 1l-ethyl-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.949 41.08 ug/l 2182710 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 53
2 Cyclohexane, 1-methyl-2-propyl- 140 C1eH20 004291-79-6 52
3 Cyclohexane, 1-methyl-3-propyl- 140 C1eH20 004291-80-9 49
4 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 49
5 m-Menthane, (1S,3R)-(+)- 140 C10H20 013837-66-6 47

Abundance Scan 1875 (12.949 min): VD069919.D\data.ms (-1867) (- m/z 97.10 100.00%

55.0
5000
e
L
owH‘““‘unu“‘w‘m,“l‘””‘m‘mmH‘l”H&?“"‘QH?R?;?WH_%S‘?c? m/z 55.00 83.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
ss0 10
5000 1
13.00
m/z 69.00 34.18%
29.0, ‘ ‘ 126.0
O\‘\U\\‘i”\\‘\‘\“\“H\\"H‘\H“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘H\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #20743: Cyclohexane, 1-methyl-2-propyl-
97.0
55.0 e
13.00
5000 ITI/Z 41.00 34.15%
29-0‘ | ‘ 140.0
ol b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #20739: Cyclohexane, 1-methyl-3-propyl- —
=
55.0 97.0 13.00
m/z 43.00 25.39%
5000
29-0‘ ‘ ‘ 140.0
o T T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD072921\
Data File : VD069919.D

Acq On : 29 Jul 2021 18:52

Operator : VA/SY

Sample : M3216-11 :

Misc : 5.07G/5.00m1/MSVOA_D/SOIL SPLP-LEACHATE-AMENDED-COM-

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.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 Naphthalene, decahydro-, tr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.884 19.84 ug/l 1054250 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 92
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 92
3 9-Decen-1-0l, trifluoroacetate 252 C12H19F302 1000352-65-9 64
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 60
5 Spiro[4.5]decane 138 C10H18 000176-63-6 58

Abundance Scan 2034 (13.885 min): VD069919.D\data.ms (-2029) (- m/z 67.05 100.00%

67.0
5000
P P
13.50 14.00
0 176.9206.9 m/z 55.60  89.32%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19461: Naphthalene, decahydro-, trans-
671.0
138.0
96.0
5000 — —
13.50 14.00
27.0 m/z 69.05 80.89%
OH\‘\‘M\\"h\\“H}’\“‘H“‘HH‘\H\“Hh\\‘\H\"\\H‘HH‘H\\‘HH’HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19429: Naphthalene, decahydro-
67.0 138.0
96.0 T T
13.50 14.00
5000 ITI/Z 68.10 72.59%
27.0 H
ow“\“u‘,m,‘ H}H‘“‘m“w‘H‘,"H‘HH‘H‘WH,W,WWW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #137618: 9-Decen-1-ol, trifluoroacetate — —
55.0 13.50 14.00
m/z 138.00 71.98%
5000
96.0
LALLLL =
O‘“2‘9\%“”",w‘m‘i1"“‘mWH“,HHl‘@%}?u‘“‘m,‘m,‘m‘mwu = repy
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD072921\
Data File : VD069919.D

Acq On : 29 Jul 2021 18:52

Operator : VA/SY

Sample : M3216-11

Misc : 5.07G/5.00m1/MSVOA_D/SOIL SPLP-LEACHATE-AMENDED-COM-

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.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 trans-Decalin, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.396  15.47 ug/1l 822152 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 70
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 50
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 45
4 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 038651-65-9 43
5 (S)-6,6-Dimethyl-2-azaspiro[4.4]... 151 C1@H17N 055811-47-7 38

Abundance Scan 2121 (14.396 min): VD069919.D\data.ms (-2115) (- m/z 83.10 100.00%
83.1

41.0

5000 152.1
— -
H ‘ | ‘ 2070 14.00 14.50
- ”N Alpdd . 2070 2819 8341 . g3 60 74.38%

m/z--> 100 150 200 250 300
Abundance #29490: trans-Decalin, 2-methyl-
81.0
41.0 152.0

~

o

5000 — ——
14.00 14.50
m/z 55.00 72.19%
O T H\ ‘\“ ‘ ‘ . H‘ “ \“ T \ ‘ T T T ‘ T T T ‘ T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #31430: Cyclohexane, pentyl-
55.0
— ——
14.00 14.50
5000 m/Z 81.00 63.77%
‘ 970 154.0
7.
ol?QiH‘Wdlu‘u‘ .
miz--> 50 100 150 200 250 300
Abundance #29507: Naphthalene, decahydro-2-methyl- — —
41.0 81.0 152.0 14.00 14.50
m/z 95.05 50.01%
- RW/M/\/\/\
3 160

obAdhalhatieo, | S
m/z--> 50 100 150 200 250 300 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD072921\
Data File : VD069919.D

Acqg On : 29 Jul 2021 18:52

Operator : VA/SY

Sample : M3216-11

Misc : 5.07G/5.00m1/MSVOA_D/SOIL SPLP-LEACHATE-AMENDED-COM-

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.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|
Dimethyl sulfide 4.238 31.4 ug/l 1071440 1 7.979 1704340 50.0
Octane, 2,6-dim... 12.261 16.7 wug/l 1137370 3 11.638 3403100 50.0
Heptane, 3-ethy... 12.373 42.1 ug/l 2863910 3 11.638 3403100 50.0
Hexane, 2,4-dim... 12.508 15.0 ug/l 1019540 3 11.638 3403100 50.0
Cyclohexane, 1-... 12.714 16.1 ug/l 855854 4 13.567 2656710 50.0
unknown12.785 12.785 33.7 ug/l 1790100 4 13.567 2656710 50.0
Trans-1-methyl-... 12.867 18.1 ug/l 963948 4 13.567 2656710 50.0
Cyclohexane, 1-... 12.949 41.1 ug/l 2182710 4 13.567 2656710 50.0
Naphthalene, de... 13.884 19.8 ug/l 1054250 4 13.567 2656710 50.0
trans-Decalin, ... 14.396 15.5 wug/l 822152 4 13.567 2656710 50.0
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