LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD080921\
Data File : VD@70011.D

Acqg On : 09 Aug 2021 22:14
Operator : VA/SY

Sample : M3324-02

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

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: VDO70011.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.962 501 517 518 rBV3 94321 232591 5.00% 0.403%
2 5.485 595 606 620 rBv4 93943 330356 7.10% 0.572%
3 5.991 681 692 704 rBV3 82532 238204 5.12% 0.413%
4 6.767 812 824 834 rBV6 15252 51662 1.11% ©0.090%
5 6.920 837 850 861 rBV2 137397 426978 9.18% 0.740%
6 7.020 861 867 877 rVB4 47114 139119 2.99% 0.241%
7 7.203 890 898 908 rVB7 15934 46752 1.01% ©0.081%
8 7.732 981 988 996 rVB7 20412 52988 1.14% 0.092%
9 7.914 1007 1019 1022 rBV 513068 1164549 25.04% 2.018%
10 7.973 1022 1029 1037 rVV2 987421 2749959 59.12% 4.765%
11 8.061 1037 1044 1055 rVB 286441 727545 15.64% 1.261%
12 8.185 1055 1065 1074 rBV2 573778 1352957 29.09% 2.344%
13 8.326 1081 1089 1101 rBV 509401 1136685 24.44% 1.970%
14 8.503 1101 1119 1130 rBV 1736955 4651365 100.00%  8.060%
15 8.597 1130 1135 1145 rVB2 72038 176369 3.79% 0.306%
16 8.720 1147 1156 1167 rVB2 226151 470447 10.11% 0.815%
17 8.861 1171 1180 1192 rBV 1302243 2691802 57.87% 4.664%
18 9.161 1223 1231 1240 rVB2 25812 75887 1.63% 0.131%
19 9.350 1248 1263 1268 rBV2 613730 1417482 30.47% 2.456%
20 9.403 1268 1272 1280 rVV 416234 838645 18.03%  1.453%
21  9.485 1280 1286 1291 rVV 105165 241944  5.20% 0.419%
22 9.532 1291 1294 1300 rVV3 79346 143873 3.09% 0.249%
23 9.626 1300 1310 1319 rVB5 87011 236887 5.09% 0.410%
24 9.773 1327 1335 1346 rBV 1264177 2552945 54.89% 4.424%
25 9.908 1347 1358 1364 rBV 1622753 3364237 72.33% 5.829%

26 9.973 1364 1369 1373 rBV 474440 831539 17.88%
27 10.108 1382 1392 1404 rBV 703727 1661996 35.73%
28 10.261 1412 1418 1424 rVWW 770963 1422372 30.58%

O NNDNBR
N
o))
U1
R

29 10.332 1424 1430 1441 rVV 2130473 4114718 88.46% 130%
30 10.455 1441 1451 1455 rWw7 82164 200331 4.31% 347%
31 10.520 1455 1462 1468 rVV3 361946 724270 15.57% 255%
32 10.673 1484 1488 1490 rBV2 47384 64930 1.40% 113%
33 10.702 1491 1493 1497 rW5 45964 64923 1.40%

34 10.779 1498 1506 1515 rVvv4 189526 480664 10.33%
35 10.855 1515 1519 1525 rVB2 125323 218565 4.70%
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36 10.950 1525 1535 1540 rBV2 121312 249829 5.37% 0.433%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD080921\
Data File : VD@70011.D

Acqg On : 09 Aug 2021 22:14
Operator : VA/SY

Sample : M3324-02

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

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 11.002 1540 1544 1546 rBV3 38562 55957 1.20% 0.097%
38 11.050 1547 1552 1560 rVB 203411 409812 8.81% 0.710%
39 11.120 1560 1564 1566 rBV5 36806 54422 1.17% 0.094%
40 11.149 1566 1569 1572 rVV5 33991 56469 1.21% 0.098%
41 11.185 1572 1575 1580 rVV2 49126 86664 1.86% ©0.150%
42 11.238 1580 1584 1589 rVV5 51526 98387 2.12% 0.170%
43 11.291 1589 1593 1598 rVB4 61602 105101 2.26% 0.182%
44 11.349 1598 1603 1607 rBV 127035 208949 4.49% 0.362%
45 11.420 1607 1615 1627 rVB2 525961 1210990 26.04% 2.098%
46 11.520 1627 1632 1643 rBV 434408 749350 16.11% 1.298%
47 11.638 1643 1652 1659 rBV 2052787 3640910 78.28% 6.309%
48 11.702 1660 1663 1667 rVB 61207 85513 1.84% 0.148%
49 11.855 1678 1689 1692 rBv2 217393 457403 9.83% 0.793%
50 12.073 1721 1726 1732 rVV3 64142 120993 2.60% 0.210%
51 12.149 1732 1739 1746 rVV3 95975 195240 4.20% 0.338%
52 12.261 1752 1758 1763 rVB3 74999 137136 2.95% 0.238%
53 12.344 1767 1772 1775 rBV5 41053 72949 1.57% 0.126%
54 12.526 1793 1803 1804 rBV6 91753 229082 4.93% 0.397%
55 12.626 1809 1820 1830 rVV2 1552633 3321168 71.40% 5.755%
56 12.708 1831 1834 1839 rVW6 52865 83424 1.79% 0.145%
57 12.761 1839 1843 1855 rVB3 79877 213762 4.60% 0.370%
58 12.908 1861 1868 1871 rBV 384030 637761 13.71% 1.105%
59 12.949 1871 1875 1894 rVB2 605974 1208062 25.97% 2.093%
60 13.108 1894 1902 1910 rBV 161966 380990 8.19% 0.660%
61 13.173 1910 1913 1915 rVW3 41413 58282 1.25% 0.101%
62 13.202 1915 1918 1923 rVB 94339 137171 2.95% 0.238%
63 13.308 1931 1936 1940 rBvV2 69172 126214 2.71% 0.219%
64 13.391 1940 1950 1951 rBV6 66400 142072 3.05% 0.246%
65 13.420 1951 1955 1958 rVB2 97935 146313  3.15% 0.254%
66 13.496 1964 1968 1972 rBV5 53108 93143 2.00% 0.161%
67 13.567 1972 1980 1998 rVB3 1917277 4047545 87.02% 7.013%
68 13.726 2002 2007 2010 rBV 213733 338113 7.27% ©.586%
69 13.761 2010 2013 2015 rVvV2 152051 216730 4.66% 0.376%
70 13.802 2015 2020 2030 rVB2 459927 921750 19.82% 1.597%
71 13.885 2030 2034 2040 rBV3 75666 134060 2.88% 0.232%
72 13.955 2042 2046 2051 rVB 131121 208346 4.48% 0.361%
73 14.020 2052 2057 2059 rBV 79954 120506 2.59% 0.209%
74 14.108 2066 2072 2079 rVB 303803 488943 10.51% 0.847%
75 14.214 2085 2090 2095 rVB3 121852 205282 4.41% 0.356%
76 14.343 2108 2112 2117 rBV2 38673 64742 1.39% 0.112%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD080921\
Data File : VD@70011.D

Acqg On : 09 Aug 2021 22:14
Operator : VA/SY

Sample : M3324-02

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

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

77 14.426 2119 2126 2130 rVV 92624 174761 3.76% 0.303%
78 14.467 2130 2133 2137 rVV 107858 157810 3.39% 0.273%
79 14.508 2137 2140 2144 rVV2 103682 159348 3.43% 0.276%
80 14.549 2144 2147 2153 rVB2 41403 60474 1.30% 0.105%
81 14.702 2168 2173 2177 rBV3 51472 94990 2.04% 0.165%
82 14.738 2177 2179 2184 rVB5 39031 52079 1.12% 0.090%

83 14.820 2184 2193 2198 rBV6 76808 196059 4.22%  0.340%

Sum of corrected areas: 57711592
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance

2000000

1500000

1000000

500000

0
Time-->
Abundance

2000000

1500000

1000000

500000

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD080921\

: VDO70011.D

: 09 Aug 2021 22:14

: VA/SY

: M3324-02

: 5.04G/5.00m1/MSVOA_D/SOIL
: 19

Sample Multiplier: 1

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

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

TIC: VD070011.D\data.ms

4.962 5.485

5.991

6.767

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: VD070011.D\data.ms

10.832 11.638

8.503

9.908

8.861

7.973

8.18

.326
8720
9161

7.9

Time-->
Abundance

2000000

1500000

1000000

500000
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TIC: VD070011.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD080921\
Data File : VD@O70011.D

Acqg On : 09 Aug 2021 22:14
Operator : VA/SY

Sample : M3324-02

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

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 Pentane, 2,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.061 13.23 ug/l 727545  Pentafluorobenzene 7.973

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 94
2 Heptane 100 C7H16 000142-82-5 47
3 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 47
4 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 45
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 38
Abundance Scan 1044 (8.061 min): VD070011.D\data.ms (-1037) (-) m/z 56.05 100.00%
56.0
41,0
5000 211
| ‘ ‘ 850 999 7.80 8.00 8.20 8.40
0 —rrrrrrprrrrpree et e Heee e e e m/z 43.05 76.20%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #4476: Pentane, 2,3-dimethyl-
56.0
5000 41)0
71.0 7.80 8.00 8.20 8.40
27lo m/z 57.05 68.13%
0 ‘ “ ‘\ \‘ | Al 85\0 1OQO
H\‘H\\‘HH‘HH‘HH‘HH‘H \‘\H\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #4462: Heptane
43.0
R aE S AR
7.80 8.00 8.20 8.40
5000 290 57.0 710 m/z 41.00 56.45%
100.0
10 15)\0 I ‘ ‘\ Il ‘ I ‘ Il 85.0
e e e
miz--> 0 10 20 30 40 50 60 70 80 90 100110 M
Abundance #3731: 1-Hexene, 5-methyl- AR RN Ee
56.0 7.80 8.00 8.20 8.40
m/z 71.10 36.30%
41.0
5000
2700 70.0
0 e 840,980
m/z--> 0 10 20 30 40 50 60 70 80 90 100110 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD080921\
Data File : VD@O70011.D

Acqg On : 09 Aug 2021 22:14
Operator : VA/SY

Sample : M3324-02

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

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 2 Hexane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.185 24.60 ug/l 1352960  Pentafluorobenzene 7.973

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 96
2 Heptane 100 C7H16 000142-82-5 80
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 59
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59

Abundance Scan 1065 (8.185 min): VD070011.D\data.ms (-1055) (-) m/z 43.10 100.00%

43.1
71.1
57.1
5000
‘ | 85.1 1001 7.80 8.00 8.20 8.40 8.60
0 H‘MH‘WH‘MH‘_H‘_M‘NH\_H‘_H‘_HW‘HW‘HW‘HW“ m/z 71.10 73.34%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100110120
Abundance #4468: Hexane, 3-methyl-
43.0
5000 70.0
29.0 7.80 8.00 8.20 8.40 8.60
m/z 70.10 69.12%
5o || Il || ssos
O \H’HH’HH’H}\‘\\H‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4464: Heptane
43.0
7.80 8.00 8.20 8.40 8.60
5000 57.0 71.0 m/z 57.10 61.35%
290 100.0
L o
O L rrrprrrrprrrr et e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8662: Pentane, 2,3,4-trimethyl-
43.0 7.80 8.00 8.20 8.40 8.60
m/z 41.05 53.37%
71.0
5000
27 0 57.0
ol 20 \“ || 850 99.0 114.0 /M
H‘M‘H,H‘W‘H‘_‘HM‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H e A
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD080921\
Data File : VD@O70011.D

Acqg On : 09 Aug 2021 22:14
Operator : VA/SY

Sample : M3324-02

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.503 86.40 ug/l 4651370  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 72
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
4 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 59
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59

Abundance Scan 1119 (8.503 min): VD070011.D\data.ms (-1101) (-) m/z 57.05 100.00%
57.0

5000
99.1 8.20 8.40 8.60 8.80
\“ I i 206.7 o
0 e et e e e e e m/z 56.05 34.61%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
5000 M\\wuu‘um‘uu‘
8.20 8.40 8.60 8.80
290‘ m/z 41.00 22.89%
99.0
O \2‘.9\‘\’\‘\‘\\“‘\\\H‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8653: Hexane, 2,2-dimethyl-
57.0
8.20 8.40 8.60 8.80
5000 m/z 43.05 15.91%
29.0 ‘
99.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0 8.20 8.40 8.60 8.80
m/z 39.00 6.75%
5000
29.0 H
m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD080921\
Data File : VD@O70011.D

Acqg On : 09 Aug 2021 22:14
Operator : VA/SY

Sample : M3324-02

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

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 Pentane, 2,3,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.773 47.42 ug/1 2552950 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 91
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
4 3,3-Dimethyl-2-pentanol 116 C7H160 019781-24-9 64
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64

Abundance Scan 1335 (9.773 min): VD070011.D\data.ms (-1327) (-) m/z 43.05 100.00%

43.0 71.1
5000
M TV
‘ 70 9.50 10.00
o‘_m“m“‘ W““““‘1‘15‘9””“159-?‘ m/z 71.10  90.43%
m/z--> 0 20 100 120 140
Abundance #8663. Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 P T
9.50 10.00
m/z 70.10 69.68%
0 15.0 ‘ \“ H . 91.0 114.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 80 100 120 140
Abundance #8635.HeMane,44nemyL
43.0
71.0 9.50 10.00
5000 m/z 41.10 29.48%
m/z--> 0 20 60 80 100 120 140
Abundance #4472:Pentane,34ﬂhyk s T
43.0 9.50 10.00
m/z 55.00  28.20%
- | /X\/\AJ\J\/\/\_/\
obossol Ll weo i JUNY
m/z--> 0 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD080921\
Data File : VD@O70011.D

Acqg On : 09 Aug 2021 22:14
Operator : VA/SY

Sample : M3324-02

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

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 Heptane, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.908 62.49 ug/l 3364240 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 72
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 72
3 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 72
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 59

Abundance Scan 1358 (9.908 min): VD070011.D\data.ms (-1347) (-) m/z 43.05 100.00%
43.0

85.1
\ Ay
‘ 10.00
(R ‘Mm bl 1380 2069 2814 u/; 70.05  71.88%
m/z--> 0 50 100 150 200 250
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
5000
10.00
m/z 71.10 69.16%
O H “‘\ \H 83'0 114'0
’ T T T T ‘ 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 #8634: Heptane, 4-methyl-
43.0
T
10.00
5000 m/z 57.05 43.08%
0/20. | L‘L | 18801160
I S B e e e T A S S e
m/z--> 0 50 100 150 200 250 \/\
Abundance #8657: Pentane, 2,3,3-trimethyl- ‘ =
43.0 10.00
m/z 41.00 32.96%
5000
85.0
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\VD080921\
Data File : VD@O70011.D

Acqg On : 09 Aug 2021 22:14
Operator : VA/SY

Sample : M3324-02

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

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 Heptane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.973  15.45 ug/1 831539 1,4-Difluorobenzene 8.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 72
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 64
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
4 2-Piperidinone 99 C5HI9NO 000675-20-7 50
5 Pentadecafluorooctanoic acid, 2-... 526 C16H17F1502 1000406-80-9 43

Abundance Scan 1369 (9.973 min): VD070011.D\data.ms (-1364) (-) m/z 57.10 100.00%
5

1.1
5000
99.1 -t
|4 o5
Ol b 27882070 7 43,05 84.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8632: Heptane, 2-methyl-
43.0
5000 R
10.00
m/z 41.00 44.80%
H 700 499
O\\J-\S‘\.‘O\}\\‘i}\\‘H“\\M\\‘\‘\\\“‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8652: Hexane, 2,5-dimethyl-
57.0
—
10.00
5000 ITI/Z 42.00 39.13%
27.0 99.0
:
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92373: Heptane, 1,1'-oxybis-
57.0 10.00
m/z 99.10  21.37%
5000
|)5e Al
O e i 1290 a0 L
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD080921\
Data File : VD@O70011.D

Acqg On : 09 Aug 2021 22:14
Operator : VA/SY

Sample : M3324-02

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

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 Heptane, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.108 30.87 ug/l 1662000 1,4-Difluorobenzene 8.861
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
2 Hexyl n-valerate 186 C11H2202 001117-59-5 72
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
4 Hexane, 2-methyl- 100 C7H16 000591-76-4 64
5 Pentane, 2,3,3,4-tetramethyl- 128 C9H20 016747-38-9 59
Abundance Scan 1392 (10.108 min): VD070011.D\data.ms (-1382) (- 43.00 100.00%
43.0 85.1
5000
10 00 ‘10‘50‘
114.1
Ol b PR 2068 pyz 57,10 94.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8629: Heptane, 3-methyl-
43.0
85.0
5000 T
10 00 10.50
m/z 85.10 84.11%
0 15.0 “ Ll ‘ il I 11\40
\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60696: Hexyl n-valerate
41.0 85.0
——
10 00 10.50
5000 55.95 62.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8637: Hexane, 2,4-dimethyl-
43.0 10 00 lO 50

41.00 54.64%

85.0
5000
sol ||| MM
O | | I

m/z--> 20 40 60 80 100 120 140 160 180 200 10. OO 10. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD080921\
Data File : VD@O70011.D

Acqg On : 09 Aug 2021 22:14
Operator : VA/SY

Sample : M3324-02

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

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 Hexane, 2,2,5-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.261 19.53 ug/l 1422370  Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 78
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 78
3 Octane, 2,2,6-trimethyl- 156 C1l1H24 062016-28-8 50
4 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 43
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 40

Abundance Scan 1418 (10.261 min): VDO70011.D\data.ms (-1412) (- m/z 57.10 100.00%
57.1

LAVAN W
10.00 10.50
113.1
0 830 e 2208 mjz 56.05  36.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
5000 e e
10.00 10.50
29.0 m/z 41.00 23.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
— -
10.00 10.50
5000 m/z 71.05 20.87%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33105: Octane, 2,2,6-trimethyl- T —
57.0 10.00 10.50
m/z 43.05 14.55%
5000
20.0 ‘ ‘ 85.0
ol il L g d130 1410 SVUAN
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD080921\
Data File : VD@O70011.D

Acqg On : 09 Aug 2021 22:14
Operator : VA/SY

Sample : M3324-02

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

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 Octane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.420 16.63 ug/l 1210990 Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 58
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 53
3 Ether, hexyl pentyl 172 C11H240 032357-83-8 53
4 Octane, 4-methyl- 128 C9H20 002216-34-4 50
5 Decane, 5,6-dimethyl- 170 C12H26 001636-43-7 47

Abundance Scan 1615 (11.420 min): VD070011.D\data.ms (-1607) (- m/z 43.10 100.00%

5000 57.1 71.1
85.0
—
“ H “ 981 113.1 128.0 11.50
O e it et e e e e m/z 71.10 50.13%
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #14530: Octane, 2-methyl-
43.0
5000 57.0 SANAN
11.50
71.0 o
29.0 85.0 m/z 57.10 49.16%
\\‘\H\‘HH‘HH‘HH‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #14566: Hexane, 2,3,4-trimethyl-
43.0
—I—=
11.50
5000 ITI/Z 41.05 37.23%
290 57.0 71.0 850
. | | 99011301280
R L e e ARRRREREEa
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #47383: Ether, hexyl pentyl 7
43.0 11.50
m/z 85.00 36.34%
71.0
5000
85.0
56.0
SRS N S By WY ) D
m/z--> 20 30 40 50 60 70 80 90 100110120130 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@80921\
Data File : VD@70011.D

Acqg On : 09 Aug 2021 22:14

Operator : VA/SY

Sample : M3324-02

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

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 10 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.802 11.39 ug/l 921750 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
4 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 90
5 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 90

Abundance Scan 2020 (13.802 min): VD070011.D\data.ms (-2015) (-

m/z 119.00 100.00%

119.0
5000
3.0 77-0‘ 13.50 14.00
. (
ol 90wl LA | 4 177.02089 280« . 165,00  66.93%
miz--> 50 100 150 200 250
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
13.50 14.00
m/z 134.00 41.69%
39.0 77.0
0 \‘\‘\ ‘\“ i‘” \M\‘“\ \‘ “‘“\M‘ — LA Bt B B B s
miz--> 50 100 150 200 250
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl-
119.0
AR M
13.50 14.00
5000 m/z 91.00 18.80%
39.0 77.0
0 L “\ ‘M b ‘u‘ “ ‘h‘\‘H\ . R — —
m/z--> 50 100 150 200 250
Abundance #17033: Benzene, 1,3-diethyl- T e
119.0 13.50 14.00
m/z 77.00 12.80%
5000
27.0 77.0
mlz--> 50 100 150 200 250 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@80921\
Data File : VD@70011.D

Acqg On 1 09 Aug 2021 22:14
Operator : VA/SY

Sample : M3324-02

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

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|
Pentane, 2,3-di... 8.061 13.2 wug/l 727545 1 7.973 2749960 50.0
Hexane, 3-methyl- 8.185 24.6 wug/l 1352960 1 7.973 2749960 50.0
Butane, 2,2,3,3... 8.503 86.4 ug/l 4651370 2 8.861 2691800 50.0
Pentane, 2,3,4-... 9.773 47.4 ug/l 2552950 2  8.861 2691800 50.0
Heptane, 4-methyl-  9.908 62.5 ug/l 3364240 2 8.861 2691800 50.0
Heptane, 2-methyl- 9.973 15.4 ug/1l 831539 2 8.861 2691800 50.0
Heptane, 3-methyl- 10.108 30.9 ug/l 1662000 2 8.861 2691800 50.0
Hexane, 2,2,5-t... 10.261 19.5 wug/l 1422370 3 11.638 3640910 50.0
Octane, 2-methyl-  11.420 16.6 wug/l 1210990 3 11.638 3640910 50.0
Benzene, 2-ethy... 13.802 11.4 wug/l 921750 4 13.567 4047550 50.0
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