LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122321\
Data File : VDO71445.D

Acqg On : 23 Dec 2021 16:17
Operator : VA/SY

Sample : M5044-09

Misc : 6.49G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 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\82D122221S.M

Title : SW846 8260

Signal : TIC: VDO71445.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.144 367 378 389 rBv4 32903 103780 3.35% 0.387%
2 4.961 503 517 530 rBv6 62525 242674 7.83% 0.905%
3 6.926 839 851 864 rBv2 78804 247758 8.00%  0.924%
4 7.732 978 988 996 rVvB6 12158 39916 1.29% 0.149%
5 7.914 1009 1019 1024 rBV 394111 935502 30.19%  3.489%
6 7.973 1024 1029 1037 rVW 668343 1492408 48.16% 5.566%
7 8.061 1037 1044 1059 rVB3 194493 503023 16.23% 1.876%
8 8.326 1081 1089 1101 rVB 367074 831449 26.83% 3.101%
9 8.444 1101 1109 1110 rVV4 22850 37675 1.22% 0.141%
10 8.502 1110 1119 1129 rW 770995 1850832 59.73% 6.903%
11 8.602 1129 1136 1145 rVB6 23346 57432 1.85% 0.214%
12 8.861 1171 1180 1192 rBV 1062971 2105806 67.96% 7.854%
13 9.349 1248 1263 1268 rBv2 189413 460976 14.88% 1.719%
14  9.402 1268 1272 1280 rVV2 105206 195450 6.31% 0.729%
15 9.485 1280 1286 1294 rVV2 67381 138445 4.47% 0.516%
16 9.626 1299 1310 1318 rVV2 98037 233831 7.55% 0.872%
17 9.773 1326 1335 1346 rBV 681243 1389092 44.83% 5.181%
18 9.908 1348 1358 1365 rBV 738697 1500885 48.44% 5.598%
19 10.096 1382 1390 1396 rBV2 76899 160572 5.18% 0.599%
20 10.261 1407 1418 1424 rBV2 324077 622635 20.09% 2.322%
21 10.332 1424 1430 1443 rVB 1655334 3098714 100.00% 11.557%
22 10.514 1452 1461 1468 rBV7 35386 97561 3.15% 364%
23 10.620 1471 1479 1483 rVVe6 23738 57296 1.85%

24 10.673 1483 1488 1497 rVV4 67661 153215  4.94%

P OO
N
=
D
B

25 10.779 1497 1506 1514 rVV7 123656 352120 11.36% 313%
26 10.855 1516 1519 1525 rVB5 24661 41111 1.33% 0.153%
27 11.008 1539 1545 1547 rBv4 24101 43900 1.42% 0.164%
28 11.043 1548 1551 1556 rVB2 35880 57301 1.85% ©.214%
29 11.155 1562 1570 1575 rBV3 49106 89649 2.89% 0.334%
30 11.214 1575 15860 1581 rBV3 24351 36944 1.19% 0.138%
31 11.232 1581 1583 1589 rVWW7 27450 55332 1.79% 0.206%
32 11.296 1589 1594 1598 rvv4 51189 102207 3.30% 0.381%
33 11.343 1599 1602 1606 rVB6 24364 35401 1.14% 0.132%
34 11.443 1613 1619 1628 rVB5 57657 144623 4.67% ©.539%
35 11.637 1645 1652 1661 rBV 1481532 2532859 81.74%  9.447%
36 11.773 1672 1675 1680 rVB3 39547 58188 1.88% 0.217%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122321\
Data File : VDO71445.D

Acqg On : 23 Dec 2021 16:17
Operator : VA/SY

Sample : M5044-09

Misc : 6.49G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 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\82D122221S.M
Title : SW846 8260
37 11.885 1687 1694 1703 rVB6 41540 116204 3.75% 0.433%
38 12.085 1724 1728 1733 rVV3 24754 42845 1.38% 0.160%
39 12.149 1733 1739 1747 rVWV6 37576 99777 3.22% 0.372%
40 12.302 1758 1765 1767 rBV7 20000 34457 1.11% 0.129%
41 12.343 1767 1772 1776 rVB5 26473 55750 1.80% 0.208%
42 12.420 1782 1785 1790 rBV7 17162 35788 1.15% 0.133%
43 12.626 1807 1820 1827 rBV 1121395 1928745 62.24% 7.194%
44 12.708 1829 1834 1839 rVVv4 26396 53071 1.71% 0.198%
45 12.784 1840 1847 1855 rVB4 21881 65119 2.10% 0.243%
46 12.949 1864 1875 1881 rVB4 13901 45123 1.46% 0.168%
47 13.561 1970 1979 1987 rBV 1328095 2208071 71.26% 8.235%
48 13.726 2001 2007 2016 rVV 574730 880473 28.41% 3.284%
49 13.808 2016 2021 2030 rVV2 116878 191903 6.19% 0.716%
50 13.884 2030 2034 2042 rVBleo 20221 38330 1.24% 0.143%
51 14.037 2054 2060 2065 rBvV2 81317 137935 4.45% 0.514%
52 14.190 2081 2086 2095 rVvv3 33230 63856 2.06% 0.238%
53 14.290 2095 2103 2109 rVV9 29504 77972 2.52% 0.291%
54 14.349 2110 2113 2117 rVV3 28659 47495 1.53% 0.177%
55 14.396 2117 2121 2130 rVV8 25706 58216 1.88% 0.217%
56 14.508 2134 2140 2144 rWV 106387 175624 5.67% 0.655%
57 14.537 2144 2145 2151 rvwv2 39074 57435 1.85% 0.214%
58 14.614 2152 2158 2163 rVB3 23673 42666 1.38% 0.159%
59 14.708 2168 2174 2181 rBV2 52770 88154 2.84% 0.329%
60 15.155 2242 2250 2259 rVB3 28377 70319 2.27% 0.262%
61 15.343 2276 2282 2293 rVB8 21501 41048 1.32% 0.153%
62 15.978 2384 2390 2398 rBV3 22661 48898 1.58% 0.182%
Sum of corrected areas: 26811836
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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\VD122321\

: VDO71445.D

: 23 Dec 2021 16:17

: VA/SY

: M5044-09

: 6.49G/5.00m1/MSVOA_D/SOIL
:1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.M
. SW846 8260

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

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: VD071445.D\data.ms

4.144 4.961

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
1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: VD071445.D\data.ms

10.832
11.637

8.861

8.502 9908

7.973 9.773

10.2

9.349

1926 10.096

0
Time-->

9

7.00 900 9.50 10.00 1050 1LOO

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: VD071445.D\data.ms

13.561

12.626

151555343 15.978

14%a§ﬂ%98

T ‘ T T ‘ T
1450 1500 1550 16.00 16.50

T ’ T
13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122321\
Data File : VDO71445.D

Acqg On : 23 Dec 2021 16:17
Operator : VA/SY

Sample : M5044-09

Misc : 6.49G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Pentane, 2,4-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.926 8.30 ug/1 247758  Pentafluorobenzene 7.979

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 83
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 53
3 Hexane, 2-methyl- 100 C7H16 000591-76-4 47
4 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 40
5 N-Vinylacetamide 85 C4H7NO 005202-78-8 38
Abundance Scan 851 (6.926 min): VD071445.D\data.ms (-839) (-) m/z 43.10 100.00%

43.1
57.0
5000
85.0

6.60 6.80 7.00 7.20
Ll 691 100.2 5
s s e e e m/z 57.80  66.40%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4480: Pentane, 2,4-dimethyl-

43.0
57.0

5000 N A N
6.60 6.80 7.00 7.20

85.0 m/z 41.10  63.44%

29.0 :
150 | 71.0 100.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
57.0

43.0 H_m‘uu,uwmw
6.60 6.80 7.00 7.20

85.0
5000 m/z 56.00 47 .43%
29.0
15.0 70.0 99.0
T e e e e e

m/z--> 0O 10 20 30 40 50 60 70 80 90 100

Abundance #4470: Hexane, 2-methyl- SDLL NV .\ MR AL
43.0 6.60 6.80 7.00 7.20

m/z 42.10  28.20%

5000
27.0 57.0 85.0
L mo | o
H‘_‘H‘H‘w‘H‘_‘H‘m‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W

m/z--> 10 20 30 40 50 60 70 80 90 100 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122321\
Data File : VDO71445.D

Acqg On : 23 Dec 2021 16:17
Operator : VA/SY

Sample : M5044-09

Misc : 6.49G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Pentane, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.061 16.85 ug/l 503023  Pentafluorobenzene 7.979

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 95
2 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 46
3 1,4-Dioxaspiro[2.4]heptan-5-one,... 142 C7H1003 126091-79-0 40
4 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 38
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 37

Abundance Scan 1044 (8.061 min): VD071445.D\data.ms (-1037) (-) m/z 56.05 100.00%

56.0
5000
s iy

| | 85.1 7.80 8.00 8.20 8.40
\\\\‘\\\\}1\‘\““\‘\W\‘\‘\\\“\\\\‘\\\\‘\\\ m/Z 43.10 84.85%

m/z--> 20 40 60 80 100 120 140
Abundance #4483: Pentane, 2,3-dimethyl-
56.0

5000 e
29.0 7.80 8.00 8.20 8.40

m/z 40.95 80.05%

T \]-\31\()‘ L T ‘ “ T \‘ T ‘8?.\()\170“1\.()\ T ‘ T 1T ‘ L
mi/z--> 20 40 60 80 100 120 140
Abundance
8.0 56.0 MA

7.80 8.00 8.20 8.40

5000 ITI/Z 57.05 66.14%
12.0
e B o R E A o
miz--> 20 40 60 80 100 120 140
Abundance #22483: 1,4-Dioxaspiro[2.4]heptan-5-one, 7,7-dimethyl- R man s R RASA
56.0 7.80 8.00 8.20 8.40

m/z 71.10 36.34%

5000

39.0

oy B0 130 o

|
m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122321\
Data File : VDO71445.D

Acqg On : 23 Dec 2021 16:17
Operator : VA/SY

Sample : M5044-09

Misc : 6.49G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Butane, 2,2,3,3-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.502  43.95 ug/l 1850830 1,4-Difluorobenzene 8.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 59
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 56
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 50
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 40

Abundance Scan 1119 (8.502 min): VD071445.D\data.ms (-1110) (-) m/z 57.10 100.00%

57.1
5000
41.0

I eao 991 8.20 8.40 8.60 8.80
\H‘\H\‘HH‘\H\‘HH“H\‘\‘\‘\}‘HH‘\H\‘H-H‘\H\“HH‘\H\‘\ mz 56 19 34 680

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
5000

41.0 8.20 8.40 8.60 8.80
m/z 41.00 30.85%

270
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
57.0

8.20 8.40 8.60 8.80
5000 m/z 43.10 17.57%

41.0
27.0 99.0
83.0 113.0
T T T T e T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8653: Hexane, 2,2-dimethyl-

57.0 8.20 8.40 8.60 8.80
m/z 39.00 11.98%

ol

>

5000
41.0

‘ Al 0 85.0 299 1140

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122321\
Data File : VDO71445.D

Acqg On : 23 Dec 2021 16:17
Operator : VA/SY

Sample : M5044-09

Misc : 6.49G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Hexane, 2,5-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.349 10.95 ug/l 460976  1,4-Difluorobenzene 8.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 91
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 53
3 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 50
4 Oxalic acid, heptyl propyl ester 230 C12H2204 1000309-26-0 43
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 43

Abundance Scan 1263 (9.349 min): VD071445.D\data.ms (-1248) (-) m/z 57.10 100.00%

57.1
5000
39p 99.1
‘ Uw “ ‘ 9.00 9.20 9.40 9.60
\\H‘H\\}{\\"\‘\‘\7\9|““]\-\\‘\‘i\\1‘\‘\\\\‘\\\\‘\\ m/Z 43.10 97.08%
mi/z--> 20 40 60 80 100 120 140 160
Abundance #8641: Hexane, 2,5-dimethyl-
57.0
5000
99.0 9.00 9.20 9.40 9.60
m/z 41.10 59.94%
39 k
\\\\.‘\\\\‘i\\\‘H“\\‘\7\.‘()\\\\‘i\\!‘\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance
43.0
R Rt SRRIARRLS
9.00 9.20 9.40 9.60
5000 m/z 42.00 33.11%
70.0 99.0
15.0
A s e A o
m/z--> 20 40 60 80 100 120 140 160
Abundance #93821: Oxalic acid, isobutyl pentyl ester
57.0 9.00 9.20 9.40 9.60
m/z 39.00 28.07%
5000
29.0
L 0| 0 uso 161.0
e e e R aRAmEREENR N
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122321\
Data File : VDO71445.D

Acqg On : 23 Dec 2021 16:17
Operator : VA/SY

Sample : M5044-09

Misc : 6.49G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Cyclopentane, 1,2,4-trimeth... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.626 5.55 ug/1 233831 1,4-Difluorobenzene 8.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 90
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 90
3 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 81
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 80
5 Nonane, 3-methylene- 140 C10OH20 051655-64-2 72
Abundance Scan 1310 (9.626 min): VD071445.D\data.ms (-1299) ()| m/z 70.00 100.00%
70.0
5000
41.0
95.1 9.50 10.00
S Hu”!uM:“mp‘:HU‘H1ww_m‘w_mzﬁ’?:? m/z 55.05 68.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,
70.0
5000 R
41.0 . .
m/z 40.95 33.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
70.0
L —
9.50 10.00
5000 m/z 41.95 23.23%
41.0
15.0 112.0
AL I o B e RRAA
m/z--> 20 40 60 80 100 120 140 160 180 200 j\
Abundance #7658: Cyclopentane, 1,2,4-trimethyl- RVAVRAS —
70.0 9.50 10.00
m/z 39.00 21.82%
5000
41.0
h 97.0
W_w‘meHm_mmwwww”_ww WAV
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\VD122321\
Data File : VDO71445.D

Acqg On : 23 Dec 2021 16:17
Operator : VA/SY

Sample : M5044-09

Misc : 6.49G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Pentane, 2,3,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.773  32.98 ug/l 1389090 1,4-Difluorobenzene 8.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 90
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 72
4 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 64
5 Propanoic acid, 2-methyl-, 2-met... 158 C9H1802 002445-69-4 64
Abundance Scan 1335 (9.773 min): VD071445.D\data.ms (-1326) (-) m/z 43.10 100.00%
43.1
71.1
5000
57.1
‘ ‘ 94.9 9.50 10.00
e il ot 22 myz 71,100 72.39%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 A P /
9.50 10.00
27.0 57.0 m/z 70.10 56.96%
H\‘\\H’HH‘\H‘{“HH"‘MH‘\‘\H\‘\H\HH\‘HH‘HH‘\H\]_‘]\_%.\()’H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
43.0
9.50 10.00
5000 70.0 m/z 41.00 42.19%
29.0
1.0 15.0 85.0 100.0
T T e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8634: Heptane, 4-methyl-
43.0 9.50 10.00
m/z 54.95 27.67%
71.0
5000
29.0
57.0
10 150 H ol 8509901140 p,
LA RRaass aa B L R ey o
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122321\
Data File : VDO71445.D

Acqg On : 23 Dec 2021 16:17
Operator : VA/SY

Sample : M5044-09

Misc : 6.49G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Pentane, 2,3,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.908 35.64 ug/l 1500890 1,4-Difluorobenzene 8.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
2 Octane, 4-methyl- 128 C9H20 002216-34-4 72
3 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
Abundance Scan 1358 (9.908 min): VD071445.D\data.ms (-1348) (-) m/z 43.10 100.00%
3.1
5000
85.1
‘ ‘ 10.00
(

41198 2070 2820 gy 71,05 56.94%

m/z--> 0 50 100 150 200 250

Abundance #8657: Pentane, 2,3,3-trimethyl-

43.0
5000 I — \/L\\
10.00
‘ 85.0 m/z 70.05 51.16%
2‘.0\‘\ H\ ‘\M “‘\ ‘\‘ \“\ “ T T T T ‘ T T T T ’ T T T T ‘ T T T T
m/z--> 0 50 100 150 200 250
Abundance
43.0
10.00
5000 m/z 56.95 43.61%
85.0
128.0
T T
miz--> 0 50 100 150 200 250
Abundance #59101: Decane, 3,3,4-trimethyl-
71.0 10.00
m/z 41.00 42.05%
5000
29.0
“ Il ‘\ |l 112'0 155.0
e
m/z--> 0 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122321\
Data File : VDO71445.D

Acqg On : 23 Dec 2021 16:17
Operator : VA/SY

Sample : M5044-09

Misc : 6.49G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Hexane, 2,2,5-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.261 12.29 ug/l 622635 Chlorobenzene-d5 11.637
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 72
2 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 64
3 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 56
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 56
5 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 50

Abundance Scan 1418 (10.261 min): VD071445.D\data.ms (-1407) (- m/z 57.10 100.00%
57.1

5000
41.0
71.0 T T

10.00 10.50
84.0 97.0 11319567 0
T ‘\ TTT ‘\ TT \“ 1 T \’\‘\\ \"\ T \\“‘\\ TT ‘ TTT \‘ T \\ \‘ TTTT ‘\ \ TT ‘ TTTT ‘ TTT m Z 56 16 38 01

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
5000

10.00 10.50
410 710 m/z 41.05  34.65%

\‘\\H‘\\\\‘\H\’\H\’\\H‘HH‘8\\5\\0‘\H\‘\H]\-‘J-\?\o\‘]\.\z\?\‘o\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57.0

10 00 10 50
5000 m/z 71.00 21.47%

41.0
71.0
270 113.0
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 N
Abundance #14580: Hexane, 2,2,4-trimethyl- —

57.0 10.00 10.50
m/z 43.00 21.45%

5000
41.0
b 71.0
‘ Al 84.0 97.0 113.0 1280 A

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 1000 10 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122321\
Data File : VDO71445.D

Acqg On : 23 Dec 2021 16:17
Operator : VA/SY

Sample : M5044-09

Misc : 6.49G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Cyclohexane, 1,3-dimethyl-,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.779 6.95 ug/1 352120 Chlorobenzene-d5 11.637
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 50
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 46
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 43
4 Cyclohexane, 1,2-dimethyl-, trans— 112 C8H16 006876-23-9 38
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 38

Abundance Scan 1506 (10.779 min): VD071445.D\data.ms (-1497) (- | m/z 43.05 100.00%
43.0
97.0
5000
5
1121 g L
‘ ‘ ‘ | 10.50 11.00
\H‘\\H‘\\H‘\\H“\}H‘\H\\‘\\‘\H‘\H\“‘\H‘\‘\H\‘\H\“\H\‘\}\\‘\\ m/z 55.09 69.4500
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 41.0 — -
112.0 10.50 11.00
27.0 69.0 m/z 41.00 63.73%
T
il I il
\H‘\\H‘\\H‘\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
55.0 97.0
T —
10.50 11.00
5000 410 m/z 97.00  63.50%
112.0
69.0
27.0 83.0
R R TR R R R RRERTRIRERY
miz--> 10 20 30 40 50 60 70 80 90 100110120 130 j\ﬂ
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans) ‘ /‘\\ ; : N,J\‘ :
55.0 10.50 11.00
97.0
m/z 85.00 53.70%
41.0
5000
27.0 69.0 112.0
|
‘H_‘H_‘H‘_WMMHWW!‘H‘_‘!‘Wi_ww_w‘ PR A Y.
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122321\
Data File : VDO71445.D

Acqg On : 23 Dec 2021 16:17
Operator : VA/SY

Sample : M5044-09

Misc : 6.49G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Benzene, 1,4-diethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.726  19.94 ug/1 880473 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 97
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 96
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 87
Abundance Scan 2007 (13.726 min): VD071445.D\data.ms (-2001) (- | m/z 105.00 100.00%
105.0
5000 134.1 jh
77.0 e o
39.0 ‘ ‘ 13.50 14.00
0 "w‘“‘uu‘m”u“‘_m‘M‘HwHh_w‘_‘l‘??rg‘ 2069 m/z 119.00 90.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 e ——
91.0 13.50 14.00
m/z 134.05 43.94%
S I |
I | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0 /\
—— T
13.50 14.00
5000 m/z 90.95 27.71%
91.0
39.0 65.0
T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl- =t : /\TJ?
119.0 13.50 14.00
m/z 77.00 20.30%
5000
91.0
50 S0 L A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122321\
Data File : VD@71445.D

Acqg On : 23 Dec 2021 16:17
Operator : VA/SY

Sample : M5044-09

Misc : 6.49G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.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|
Pentane, 2,4-di... 6.926 8.3 ug/l 247758 1 7.979 1492410 50.0
Pentane, 2,3-di... 8.061 16.9 ug/l 503023 1 7.979 1492410 50.0
Butane, 2,2,3,3... 8.502  44.0 ug/l 1850830 2 8.861 2105810 50.0
Hexane, 2,5-dim... 9.349 10.9 ug/l 460976 2 8.861 2105810 50.0
Cyclopentane, 1... 9.626 5.5 ug/l 233831 2 8.861 2105810 50.0
Pentane, 2,3,4-... 9.773 33.0 ug/l 1389090 2 8.861 2105810 50.0
Pentane, 2,3,3-... 9.908 35.6 ug/l 1500890 2 8.861 2105810 50.0
Hexane, 2,2,5-t... 10.261 12.3 ug/l 622635 3 11.637 2532860 50.0
Cyclohexane, 1,... 10.779 7.0 ug/l 352120 3 11.637 2532860 50.0
Benzene, 1,4-di... 13.726 19.9 ug/l 880473 4 13.561 2208070 50.0
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