LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/10ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWNLMO60221SMA .M
Title : SFAMO1.0

Signal : TIC: VWO19124.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.965 6 10 22 rVB2 50576 123943 5.45% 0.473%
2 2.178 39 45 55 rBv3 8806 19700 0.87% 0.075%
3 2.361 66 75 86 rBV 316953 625437 27.49%  2.387%
4  2.458 86 91 97 rVB 14423 27052 1.19% 0.103%
5 2.580 105 111 118 rBV3 10656 21216 ©.93% 0.081%
6 2.897 154 163 176 rW 131547 327014 14.37% 1.248%
7 3.031 177 185 202 rVB 168528 432385 19.01% 1.650%
8 3.391 235 244 259 rVB 218831 552405 24.28% 2.108%
9 3.592 267 277 287 rBV2 23641 59039 2.60% 0.225%
10 3.757 292 304 312 rBV3 7188 19891 0.87% 0.076%
11  3.854 312 320 332 rVB4 14575 39617 1.74% 0.151%
12 4.025 336 348 359 rBvV 275067 848346 37.29% 3.238%
13 4.135 360 366 383 rVB 33597 101279 4.45% 0.387%
14 4.769 459 470 471 rBVS 5555 11362 ©0.50% 0.043%
15 4.964 480 502 532 rVB2 209105 945381 41.55% 3.608%
16 5.439 565 580 604 rBV 285575 1028473 45.21%  3.926%
17 5.763 621 633 648 rVB5 10883 47004 2.07% ©0.179%
18 5.946 648 663 678 rBV 236655 713899 31.38% 2.725%
19 6.110 678 690 698 rBV4 9677 27745 1.22% 0.106%
20 6.232 698 710 716 rBvV2 22178 66635 2.93% 0.254%
21 6.433 733 743 752 rBV6 4329 14693 0.65% 0.056%
22 6.567 752 765 780 rVB4 9594 31437 1.38% 0.120%
23 6.726 780 791 801 rBV5 12383 36480 1.60% 0.139%
24 6.878 805 816 825 rBv4 15921 54835 2.41% 0.209%
25 6.982 826 833 840 rBvV2 14795 38129 1.68% 0.146%
26 7.079 840 849 856 rBV 42288 123968 5.45% 0.473%
27 7.421 896 905 914 rBV3 6575 19577 ©0.86% 0.075%
28 7.524 914 922 930 rVB4 5464 13862 0.61% 0.053%
29 7.646 930 942 962 rBV 394876 1044447 45.91% 3.987%
30 7.848 966 975 980 rBV3 17051 42354 1.86% 0.162%
31 7.921 980 987 997 rBV 211082 493286 21.68% 1.883%
32 8.037 997 1006 1017 rVB2 134988 369058 16.22% 1.409%
33 8.159 1017 1026 1035 rBV 563187 1266591 55.67% 4.834%
34 8.274 1035 1045 1061 rBV2 795357 2275029 100.00%  8.683%
35 8.421 1062 1069 1077 rBV 90115 206250 9.07% 0.787%
36 8.518 1077 1085 1091 rBV4 39334 90952 4.00% 0.347%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/10ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWNLMO60221SMA .M
Title : SFAMO1.0
37 8.591 1091 1097 1105 rVB3 21608 57402 2.52% 0.219%
38 8.695 1105 1114 1127 rVB 296550 600743 26.41%  2.293%
39 8.841 1129 1138 1145 rBV 775392 1580065 69.45% 6.031%
40  8.933 1150 1153 1159 rVB 37295 65093  2.86% 0.248%
41 9.000 1159 1164 1169 rVB 15959 29855 1.31% 0.114%
42 9.073 1169 1176 1192 rVB5 58816 173760 7.64% 0.663%
43 9.274 1201 1209 1216 rBV 515383 1042106 45.81% 3.978%
44  9.329 1216 1218 1223 rVB3 20238 27137 1.19% 0.104%
45  9.384 1223 1227 1236 rVB 57363 108695 4.78%  0.415%
46 9.518 1237 1249 1255 rBvV3 39200 102690 4.51% 0.392%
47  9.622 1261 1266 1271 rVB2 15053 24796 1.09%  0.095%
48 9.695 1271 1278 1282 rBV2 36346 78574  3.45%  0.300%
49 9.744 1282 1286 1292 rVB2 47541 88967 3.91% 0.340%
50 9.811 1292 1297 1300 rBv4 12326 24098 1.06% 0.092%
51 9.853 1300 1304 1307 rVV2 34486 57447 2.53% 0.219%
52 9.902 1307 1312 1316 rVV2 67309 120846 5.31% 0.461%
53 9.957 1316 1321 1324 rVVv4 139235 273437 12.02% 1.044%
54 9.987 1324 1326 1330 rVV 129214 209799 9.22% 0.801%
55 10.036 1330 1334 1338 rVV 250646 442089 19.43% 1.687%
56 10.097 1338 1344 1356 rVB3 324746 871293 38.30%  3.326%
57 10.189 1356 1359 1366 rVB5 14047 22025 0.97% 0.084%
58 10.262 1366 1371 1374 rBV5 4867 12021 ©0.53% 0.046%
59 10.323 1374 1381 1389 rBV 1014916 1774810 78.01% 6.774%
60 10.402 1391 1394 1398 rVB3 20757 28978 1.27% 0.111%
61 10.506 1403 1411 1417 rVB2 214483 418809 18.41% 1.599%
62 10.579 1417 1423 1436 rVB2 178351 419467 18.44% 1.601%
63 10.695 1436 1442 1447 rBV2 29353 69918 3.07% 0.267%
64 10.774 1453 1455 1460 rVB2 26227 34983 1.54% 0.134%
65 10.841 1461 1466 1473 rVB4 24927 50012 2.20% 0.191%
66 10.926 1473 1480 1488 rBV 193104 362765 15.95%  1.385%
67 11.060 1494 1502 1507 rBV3 48863 126769 5.57% 0.484%
68 11.134 1511 1514 1518 rVB3 31588 46211 2.03% 0.176%
69 11.182 1518 1522 1525 rBV3 20315 30502 1.34% 0.116%
70 11.219 1525 1528 1532 rVV3 19357 31803 1.40% 0.121%
71 11.286 1533 1539 1544 rVV5 21950 54718 2.41% 0.209%
72 11.341 1544 1548 1551 rvv2 29821 41534 1.83% 0.159%
73 11.408 1551 1559 1564 rVB4 111608 271515 11.93% 1.036%
74 11.512 1570 1576 1584 rBV 157559 271596 11.94% 1.037%
75 11.634 1589 1596 1604 rVB 788219 1362942 59.91% 5.202%
76 11.731 1606 1612 1616 rBV2 47560 84727 3.72% 0.323%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/10ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWNLMO60221SMA .M
Title : SFAM@1.0
77 11.774 1616 1619 1623 rVV3 13837 24502 1.08% ©.094%
78 11.841 1623 1630 1639 rVB2 88887 179384 7.88% ©0.685%
79 11.926 1640 1644 1647 rBV3 11236 16394 0.72% 0.063%
80 12.060 1662 1666 1674 rVB6 11435 25043 1.10% ©.096%
81 12.140 1674 1679 1681 rBV4 11242 20792 ©0.91% 0.079%
82 12.164 1681 1683 1689 rvv2 11723 19785 0.87% 0.076%
83 12.243 1691 1696 1701 rVB6 14171 35001 1.54% 0.134%
84 12.329 1706 1710 1714 rVV4 20449 35286 1.55% ©.135%
85 12.371 1714 1717 1724 rVB6 19200 36296 1.60% ©0.139%
86 12.517 1732 1741 1742 rBV8 16079 43036 1.89% 0.164%
87 12.615 1752 1757 1760 rBV5 14109 28313 1.24% 0.108%
88 12.652 1760 1763 1765 rVV3 20845 27096 1.19% ©.103%
89 12.694 1765 1770 1782 rVB 248675 442543 19.45% 1.689%
99 12.804 1784 1788 1790 rBV 7722 10796 0.47% 0.041%
91 12.926 1804 1808 1817 rVB3 34938 62350 2.74% ©.238%
92 13.109 1830 1838 1845 rBV8 14077 39972 1.76% 0.153%
93 13.249 1858 1861 1865 rVB2 10321 15061 ©.66% 0.057%
94 13.292 1865 1868 1874 rVB5 9778 15699 0.69% 0.060%
95 13.395 1883 1885 1890 rVB4 7537 11186 ©.49% ©0.043%
96 13.487 1896 1900 1902 rBV4 8008 10805 ©0.47% 0.041%
97 13.554 1902 1911 1920 rVV 456255 767263 33.73% 2.929%
98 13.755 1939 1944 1947 rBVS 7169 12330 ©0.54% 0.047%
99 13.853 1953 1960 1968 rVvV 392217 650457 28.59% 2.483%
100 14.328 2033 2038 2045 rBV9 6565 16416 ©.72% ©0.063%
Sum of corrected areas: 26199574
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VW019124.D\data.ms
1000000
800000

600000

400000
2.361
4.025 5.439

200000 3.031 4.964 o340
2897
2, 178 | 2.458580 3.59 73854 f232
4.769 5763 | 6.1 6.43356B.726

\\‘\H\‘HH‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘ﬂ\\‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH [ U [TITorrroT

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: VW019124.D\data.ms
1000000 10.823
800000 8.274 8.841 11.634
600000 8.159
9.274
7.646
400000 10.097
8.695 10.036
7.921
0o 10926
200000 8.03 11%6 1
8.421 073 1 %%1
o070 | | 29807 7
o838 razmes | vsse ||| |JORE |OE00 " 7 1o |
Time--> 7.00 7.50 8.00 8.50 9.00 950 1000 10,50 11,00 1150
Abundance TIC: VW019124.D\data.ms
1000000
800000
600000
13.554
400000 13.853
12.694
200000
OWBM : g}&ngs masma 13,755 14.328
T T T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12,00 1250 1300 1350 14.00 1450 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 2-Butenal, (E)- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
1.964 1.96 ug/L 123943  1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenal, (E)- 70 C4H60 000123-73-9 78
2 Acetoacetic acid, 1-thio-, S-all... 158 C7H1002S 015780-65-1 43
3 3-Butenoic acid 86 (C4H602 000625-38-7 9
4 1,3-Butadiene, 1,1,2-trifluoro- 108 C4H3F3 000565-65-1 9
5 1-Methoxy-1-buten-3-yne 82 C5H60 002798-73-4 9
Abundance  Scan 10 (1.964 min): VW019124.D\data.ms (-6) (-) m/z 38.95 100.00%

39.0
5000

‘ 2.002.102.202.302.40
S ] —C. 0. B m/z 43.05 97.42%

m/z--> 20 40 60 80 100 120 140 160
Abundance #529: 2-Butenal, (E)-
41.0
70.0

5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
2.002.102.202.302.40

m/z 41.00 90.61%

25

\‘\‘\\} \\m\‘\‘\}‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 20 40 60 80 100 120 140 160

Abundance #29863: Acetoacetic acid, 1-thio-, S-allyl ester
43.0

2.002.102.202.302.40

5000 970 m/z 42.05 45.14%
69.0
,12501580
miz--> 20 40 60 80 100 120 140 160
Abundance #1659: 3-Butenoic acid “‘H“_“‘_“W“H“‘
39.0 2.002.102.202.302.40
m/z 38.00 30.55%

5000
58.0 86.0
‘ ‘\‘\ ‘\ ‘

m/z--> 20 40 60 80 100 120 140 160 2.002.102.202.302.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.031 6.84 ug/L 432385 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 91
3 Butane, 2-methyl- 72 C5H12 000078-78-4 80
4 3-Buten-1-ol 72 C4H80 000627-27-0 47
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 36

Abundance Scan 185 (3.031 min): VW019124.D\data.ms (-177) (-) m/z 43.05 100.00%
43.0

5000

2. 2.80 3.00 3.20 3.40
C
el L M7 28, 41,10 92.60%

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #714: Butane, 2-methyl- j\\
43.0

5000 N S Ra LR
2.80 3.00 3.20 3.40

m/z 42.05 88.39%

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #713: Butane, 2-methyl-
43.0

2.80 3.00 3.20 3.40

5000 ITI/Z 57.10 74.23%
150 ‘ | 720
Il T r—yin
e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #712: Butane, 2-methyl-
43.0 2.80 3.00 3.20 3.40

m/z 39.00 33.93%

5000
15.0 /\//L
| 730

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.391 8.74 ug/L 552405 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 80
4 Pentane 72 C5H12 000109-66-0 80
5 Oxirane, ethyl- 72 C4H80 000106-88-7 53

Abundance Scan 244 (3.391 min): VW019124.D\data.ms (-235) (-) m/z 43.10 100.00%
43.1

5000

57.1 (L RN L L L B I B
721 3.00 3.20 3.40 3.60 3.80

H\‘\\\\‘\\\\‘\\\\‘\3\5\.\i\}\\i‘\‘\‘}‘\‘\eé}.\g\‘\‘\m‘\ ITIZ 42.05 59.76%

m/z--> 0 10 20 30 40 50 60 70 80
Abundance #706: Pentane
43.0 A

5000 R L SRASEEESES
3.00 3.20 3.40 3.60 3.80

27.0 57.0 m/z 41.10 54.94%

72.0
“‘M“‘\;ﬁq\“www"wi“ww‘“J‘\H“\“H\‘
m/z--> 0 10 40 50 60 70 80
Abundance #709. Pentane
43.0

300320340360380

27.0 57.0 72.0
mso L
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #707: Pentane TR
43.0 3.00 3.20 3.40 3.60 3.80

m/z 57.10  18.26%

5000
27.0

57.0 72.0
20 130 “ Y| R |

m/z--> 0 10 20 30 40 50 60 70 80 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.439 16.27 ug/L 1028470 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 53

Abundance Scan 580 (5.439 min): VW019124.D\data.ms (-565) (-) m/z 57.10 100.00%
57.1

41.0
5000
e e
H 710 gea 5.20 5.40 5.60 5.80
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\“\‘\‘\‘\\\\‘i‘\\\\‘\\\‘\‘\\\ m/z 56.16 88.64%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1826: Pentane, 3-methyl-
57.0
29.0 41.0
5000 N A

5.20 5.40 5.60 5.80
‘ m/z 41.00 61.35%
X ‘\

10 1§ .0 71‘-0 86.0
TTT ‘ TTTT ‘ TTTT ‘ T T ‘ TTTT ‘ T TT ‘ T \ T \ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTT
mi/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1827: Pentane, 3-methyl- ﬂ\\\
57.0

29.0 41.0 5.20 5.40 5.60 5.80
5000 m/z 43.10 22.46%
20 20 MW T 880
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1824: Pentane, 3-methyl- R N mEEEE SR
57.0 5.20 5.40 5.60 5.80

m/z 39.10 18.56%

41.0
5000 290
710
150 ||| 880

m/z--> 0O 10 20 30 40 50 60 70 80 90 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.946  11.30 ug/L 713899 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexanhe 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 78
3 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 50
4 n-Hexane 86 C6H14 000110-54-3 50
5 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 45
Abundance Scan 663 (5.946 min): VW019124.D\data.ms (-648) (-) m/z 57.10 100.00%
57.1
41.0
5000
861 L L L I L L B R I
711 5.60 5.80 6.00 6.20
\\\‘H\\‘\H\‘\\H‘\\\u‘\i\\“\‘\‘\\“HH“HH‘HH‘H\ m/Z 41.05 66.46%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1821: n-Hexane
57.0
41.0
5000 N N B R
5.60 5.80 6.00 6.20
29.0 86.0 m/z 43.10 55.48%
L e
. | i i
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1822: n-Hexane
57.0
430 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
29.0 5.60 5.80 6.00 6.20
5000 m/z 56.10 49.71%
150 ‘ 86.0
71.0
"“2:9""“""‘11""w,‘;"_umwwhww‘m
mfz--> 0 10 20 30 40 50 60 70 80 90
Abundance #12737: Pentane, 2,2,3,4-tetramethyl- T
57.0 5.60 5.80 6.00 6.20
43.0 m/z 42.10 31.85%
5000
29.0 710 850
m/z--> 0O 10 20 30 40 50 60 70 80 90 5.60 5.80 6.00 6.20

SFAMWLMO60221SMA.M Mon Jun @7 ©3:57:27 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.921 7.80 ug/L 493286 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2-methyl- 100 C7H16 000591-76-4 91
2 Hexane, 2-methyl- 100 C7H16 000591-76-4 91
3 Hexane, 2-methyl- 100 C7H16 000591-76-4 91
4 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 72
5 Heptane, 3-methyl- 114 C8H18 000589-81-1 53
Abundance Scan 987 (7.921 min): VW019124.D\data.ms (-980) (-) m/z 43.10 100.00%
3.1
85.1
5000 57.0
AR Rama
‘ 0.0 1001 7.60 7.80 8.00 8.20
\\\‘\\H‘\\\\’\\\\‘\H\‘\}\\‘\‘\‘\\’\\\\i‘\\\\‘\l}\‘\\\\"H\\‘ m/z 85.16 59-76%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3976: Hexane, 2-methyl-
43.0
5000
57.0 85.0 7.60 7.80 8.00 8.20
29.0 m/z 41.10 51.48%
1 “ 710 | 1000
\\\‘\\H‘\\\\’\\\\‘\H\‘\\\\‘\\\\’\\\\‘\H\‘\\\\‘\\\\’H\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3978: Hexane, 2-methyl-
43.0
R R
7.60 7.80 8.00 8.20
5000 m/z 42.05 37.86%
20.0 57.0 85.0
“w‘H‘_“W‘H‘_‘H“H‘_‘H,H“_‘H‘H‘w“u,u‘w
mfz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3979: Hexane, 2-methyl- R AR REEEE R
43.0 7.60 7.80 8.00 8.20
m/z 57.05 37.84%
5000
27.0 57.0 85.0
“w‘H‘_“W‘H‘_‘H“H‘_‘H,H“_‘H‘H‘w“u,u‘w
m/z--> 10 20 30 40 50 60 70 80 90 100 7.60 7.80 8.00 8.20

SFAMWLMO60221SMA.M Mon Jun @7 03:57:28 2021

Page:

10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.037 5.84 ug/L 369058 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 86
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 80
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 53

Abundance Scan 1006 (8.037 min): VW019124.D\data.ms (-997) (-) m/z 56.05 100.00%

56.0
5000
' 7.808.008.20 8.40
85.0 : : : :
‘_m‘“?’7‘\#‘w“‘H‘mu‘”‘Wwww_m‘lﬁf’;‘? m/z 43.00 68.43%
m/z--> 0O 20 40 60 80 100 120 140 160
Abundance #3985: Pentane, 2,3-dimethyl-
56.0
5000 L L I L L L B B
29.0 7.80 8.00 8.20 8.40
m/z 57.05 64.02%
\‘\\\\‘\‘\\\‘i}\\““\\“{\??‘f)\\i\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 20 40 60 80 100 120 140 160
Abundance #3992: Pentane, 2,3-dimethyl-
56.0
7.80 8.00 8.20 8.40
5000 m/z 41.05 57.63%
29.0
L L 8se
L 1 il L A !
e et
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #3987: Pentane, 2,3-dimethyl-
56.0 7.80 8.00 8.20 8.40
m/z 71.10 37.68%
5000 29.0
85.0
20“
m/z--> 0 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40

SFAMWLMO60221SMA.M Mon Jun @7 ©3:57:28 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.159 20.04 ug/L 1266590 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 90
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 90
4 Heptane 100 C7H16 000142-82-5 72
5 Heptane 100 C7H16 000142-82-5 64

Abundance Scan 1026 (8.159 min): VW019124.D\data.ms (-1017) () m/z 43.10 100.00%
3.1

71.0
5000
T
M ‘ 100.1 7.80 8.00 8.20 8.40
el 1689 sy 71,05 74.89%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #3974: Hexane, 3-methyl-
43.0
71.0
5000
7.80 8.00 8.20 8.40
m/z 70.05 68.50%
.0’100.0
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #3980: Hexane, 3-methyl-
43.0
7.80 8.00 8.20 8.40
5000 71.0 m/z 57.10 62.01%
150 || | ~100.0
et
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #3977: Hexane, 3-methyl-
43.0 7.80 8.00 8.20 8.40
m/z 41.05 59.84%
5000 70.0
150 M\ \‘ | I 10\00
Tttt
m/z--> 0 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40

SFAMWLMO60221SMA.M Mon Jun @7 ©3:57:29 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.421 3.26 ug/L 206250 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-ethyl- 100 C7H16 000617-78-7 80
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 80
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 72
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
5 Propanoic acid, 2-methyl-, 2-met... 158 C9H1802 002445-69-4 64

Abundance Scan 1069 (8.421 min): VW019124.D\data.ms (-1062) () m/z 43.05 100.00%

430 200
5000
8.00 8.20 8.40 8.60 8.80
Lo ) 1001 168.8 ;
\’\\\\‘\\\\"\\\\‘\\}\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/Z 70.05 83.10%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #3981: Pentane, 3-ethyl-
43.0
5000 70.0
8.00 8.20 8.40 8.60 8.80
m/z 71.10 66.49%
150 H “‘\ ‘H n 100-0
\’\\\\‘\\\\’\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #3975: Pentane, 3-ethyl-
43.0
8.00 8.20 8.40 8.60 8.80
5000 71.0 m/z 41.05  31.49%
150 | | 1000
-t
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #7626: Heptane, 4-methyl-
43.0 8.00 8.20 8.40 8.60 8.80
70.0 m/z 55.00 30.07%
: \JA\j\ufkw/\/\f\/\_/vw
m/z--> 0 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60 8.80

SFAMWLMO60221SMA.M Mon Jun 07 ©03:57:30 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VW@19124.D

Acqg On : 04 Jun 2021 11:40

Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
. SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
8.518 1.44 ug/L 90952 1,4-Difluorobenzene 8.841
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 64
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 53
3 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 52
4 2-Heptene 98 C7H14 000592-77-8 50
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 49

Abundance Scan 1085 (8.518 min): VW019124.D\data.ms (-1077) () m/z 55.05 100.00%
5]:

I 83.0
5000
R R AR
H 8.20 8.40 8.60 8.80
e S 1688 40 s6.ee  86.70%
miz--> 20 40 60 80 100 120 140 160
Abundance #3353: 2-Pentene, 4,4-dimethyl-
53.0 83.0
5000
8.20 8.40 8.60 8.80
m/z 83.05 79.88%
\\\\‘\\\\“\\‘\‘1“\“\“\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #3242: 3-Penten-2-one, 4-methyl-
55.0 83.0
AT e
8.20 8.40 8.60 8.80
5000 m/z 41.00 73.08%
29.0
e :
miz--> 20 40 60 80 100 120 140 160
Abundance #3370: 2-Pentene, 2,3-dimethyl-
55.0 83.0 8.20 8.40 8.60 8.80
m/z 39.05 41.03%
5000
27.0
m/z--> 20 60 80 100 120 140 160 8.20 8.40 8.60 8.80

SFAMWLMO60221SMA.M Mon Jun @7 ©3:57:31 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.695 9.51 ug/L 600743  1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 86
2 Heptane 100 C7H16 000142-82-5 78
3 Heptane 100 C7H16 000142-82-5 72
4 Heptane 100 C7H16 000142-82-5 58
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 53

Abundance Scan 1114 (8.695 min): VW019124.D\data.ms (-1105) () m/z 43.10 100.00%

4’2
71.1
5000
100.1 L SRS i U
‘ ‘ 8.40 8.60 8.80 9.00
el e 1689 sz 71010 72.97%
miz--> 0 20 40 60 80 100 120 140 160
Abundance #3972: Heptane
43.0
5000 71.0
8.40 8.60 8.80 9.00
m/z 41.05 68.76%
‘ ‘ ‘ 100.0
\‘\\\\.?\}\\‘i}\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 20 40 80 100 120 140 160
Abundance #3970.HeMane
43.0
8.40 8.60 8.80 9.00
5000 71.0 m/z 57.10 60.65%
150 | ‘ “ 1000
| | \
““““‘
miz--> 0 20 40 80 100 120 140 160
Abundance #3973.Hemane Rl AERREEEE RS
43.0 8.40 8.60 8.80 9.00
m/z 56.10  39.05%
5000 710
100.0
miz—-> 0 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00

SFAMWLMO60221SMA.M Mon Jun @7 ©3:57:32 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.073 2.75 ug/L 173760  1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 91
2 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 90
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 87
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 86

Abundance Scan 1176 (9.073 min): VW019124.D\data.ms (-1169) () m/z 55.00 100.00%

q
550 83.1
5000
R AR RBaS
| “ 1527 8.80 9.00 9.20 9.40
\\\‘\\\\‘i“\\‘u“\“‘\‘”\‘\\“‘H\\}“\\\\’\\\‘\.’\\\\:’L\Gg.\g‘\\\\z‘(\)z-\]\_ m/Z 83.10 82.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3400: 2-Pentene, 3,4-dimethyl-, (Z)-
553.0
83.0
5000
8.80 9.00 9.20 9.40
27.0 m/z 41.00 54.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3395: 2-Pentene, 3,4-dimethyl-, (Z)-
55.0 83.0
8.80 9.00 9.20 9.40
5000 ITI/Z 98.10 44 .11%
27.0
‘H"“‘“i“uu“‘w““"MHH"H‘,‘m,uu,mwuwm
m/z--> 20 40 60 80 100 120 140 160 180 200 Auﬂ\
Abundance #3398: 2-Pentene, 3,4-dimethyl-, (E)- BREREREEE S M‘ AN
55.0 83.0 8.80 9.00 9.20 9.40
m/z 39.00 27.87%
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

SFAMWLMO60221SMA.M Mon Jun @7 ©03:57:33 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
9.384 1.72 ug/L 108695 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 91
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 81
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 80
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 58
5 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 53

Abundance Scan 1227 (9.384 min): VW019124.D\data.ms (-1223) () m/z 43.05 100.00%

43.0
57.1 85.1
5000
710 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
“ H ‘ 993 114.0 9.00 9.20 9.40 9.60 9.80
\H‘\H\‘\H\‘\H\’\H\’\H\"\\H“\\H‘Hl\‘\\\\‘\\\\‘\\\\‘\\ m Z 57 16 81 57/
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7642: Hexane, 2,4-dimethyl-
43.0 57.0
85.0
5000 M\/\\ruu‘uu‘uu‘u
9.00 9.20 9.40 9.60 9.80
29.0 71.0 m/z 85.10  78.91%
\H‘\\\.\‘\H‘\“\H\"1}\\’\\‘\\’\\H‘H\\\\‘\!‘\\‘\\9\\9‘(\)\\\]-‘]\-\4.\%\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7633: Hexane, 2,4-dimethyl-
2
43.0 570
Pt e A e
9.00 9.20 9.40 9.60 9.80
5000 850 m/z 41.00 57.68%
29.0
oo | L)
H‘_“w‘H“H‘w“u,u"V‘H“H‘_“W‘H“H‘w“u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7640: Hexane, 2,4-dimethyl- Raaa e RARAR R
43.0 9.00 9.20 9.40 9.60 9.80
57.0 m/z 56.10 41.76%
5000
85.0
29.0
71.0
\ W L 99.0 114.0
‘H“H‘_“w‘H‘,H‘w"H,H“_‘H“H‘_“W‘H“H‘w“ Eana s A RRRAEER R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 14 (DEL) Alkane: Cyclic9.518 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
9.518 1.62 ug/L 102690 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 58
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 50
3 2,3-Bis-methylamino-succinonitrile 138 C6H10ON4 1000190-46-8 43
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 41
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 38

Abundance Scan 1249 (9.518 min): VW019124.D\data.ms (-1237) () m/z 69.05 100.00%

69.0
41.1
5000

T T I
98.1 9.50
147.0168.9
el L 1870050 2070 6,10 83.03%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3337: Cyclopentane, ethyl-
69.0
41.0
5000 = |
9.50
m/z 41.10 68.52%
98.0
\\].\5\.‘()\‘}‘\\“‘\\\‘\“\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3341: Cyclopentane, ethyl-
41.0 69.0
== ‘
9.50
5000 ITI/Z 68.00 64.18%
98.0
139 L |
I ‘
RRaE e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #17115: 2,3-Bis-methylamino-succinonitrile I — 4J&Nyyuﬁ
69.0 9.50
m/z 55.00 61.05%
5000
42.0
) 111.0
‘\ il Il I

m/z--> 20 40 60 80 100 120 140 160 180 200 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 15 (DEL) Alkane: Cyclic9.744 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
9.744 1.41 ug/L 88967 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 72
2 2-Pentene, (E)- 70 C5H1e 000646-04-8 52
3 2,3-Dimethyl-1-hexene 112 C8H16 016746-86-4 43
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 42
5 2,3-Dimethyl-1-hexene 112 C8H16 016746-86-4 42

Abundance Scan 1286 (9.744 min): VW019124.D\data.ms (-1282) () m/z 70.10 100.00%
7

0.1
41.1 55.0
5000
‘ 9.50 10.00
95.1 : :
110.0
H\‘HH‘\H\‘\\H}H\H“\M\‘\‘H‘\‘\"\H‘\“\‘H\‘\\‘\\‘\\Hi\‘\\\‘\\\\ m/z 41.16 56.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6837: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
70.0
55.0
5000 = —
41.0 9.50 10.00
27.0 84.0 m/z 55.00 52.04%
97.0112-0
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #562: 2-Pentene, (E)-
55.0
= —
9.50 10.00
5000 390 70.0 m/z 69.05 43.77%
H‘1_3;9_2‘6}:?‘mum;u‘mHmwwwwH_m_m
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #6701: 2,3-Dimethyl-1-hexene = T
70.0 9.50 10.00
55.0 m/z 56.00 35.91%
41.0 :
5000
27.0 83.0
et il b ) 97.0 1120
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
9.902 1.91 ug/L 120846 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 64
2 Octane, 4,5-dimethyl- 142 C10H22 015869-96-2 56
3 Heptane, 3-ethyl-4-methyl- 142 C1OH22 052896-91-0 56
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 52
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 50

Abundance Scan 1312 (9.902 min): VW019124.D\data.ms (-1307) () m/z 70.10 100.00%
431 7

0.1
5000
= —
M H a1 9.50 10.00
\\\‘\\\\"1\\‘\‘\\}\‘\‘\\9\8.‘2\\\‘\.‘\\\\‘\\\ m/Z 43.10 98.84%
miz--> 20 40 60 80 100 120 140
Abundance #7667: Pentane, 3-ethyl-2-methyl-
43.0
70.0
5000 = —
9.50 10.00
27.0 m/z 71.10 65.34%
N Y
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #19186: Octane, 4,5-dimethyl-
43.0 70.0
9.50 10.00
5000 ITI/Z 41.10 36.22%
99.0
27,0
] \M‘ - 1150 1420
ittt
miz--> 20 40 60 80 100 120 140
Abundance #19219: Heptane, 3-ethyl-4-methyl- = ——
43.0 70.0 9.50 10.00
m/z 57.05  23.27%
5000
27‘0 ‘ 113.0
Al o7 ) 1420 — o
m/z--> 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_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.957 4.33 ug/L 273437  1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 94
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 91
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 64
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 52
5 Heptane, 2-methyl- 114 C8H18 000592-27-8 49
Abundance Scan 1321 (9.957 min): VW019124.D\data.ms (-1316) () m/z 57.05 100.00%
57.0
99.1 1
bl ke
e QI 1488 1469 1691 n/; 43.05  91.32%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7632: Heptane, 2-methyl-
57.0
5000 i&od
29.0 :
99.0 m/z 41.00 56.15%
Uﬂ}‘77.0
miz--> 20 40 60 80 100 120 140 160
Abundance #7627: Heptane, 2-methyl-
43.0
—
10.00
5000 m/z 42.05 41.12%
H 700 g9
miz--> 20 40 60 80 100 120 140 160
Abundance #72873: Heptane, 1,1'-oxybis- T
57.0 10.00
m/z 70.10  25.37%
5000
97.0
L ‘\“ _ 1170 171.0
B R ARAmasa —
m/z--> 20 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.987 3.32 ug/L 209799 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-methyl- 114 C8H18 000589-53-7 78
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 78
3 1-Butanol, 3-methyl-, carbonate ... 202 C11H2203 002050-95-5 72
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
5 3,4-Diethyl hexane 142 C1OH22 019398-77-7 64
Abundance Scan 1326 (9.987 min): VW019124.D\data.ms (-1324) () m/z 70.10 100.00%
70.1
431
5000
10.00
112.0 ’
"‘m"m‘“‘Hm"M‘pi‘m"m_H““H‘l??'p_wm m/z 71.10  98.91%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7631: Heptane, 4-methyl-
43.0
71.0
5000 T fk?J
10.00
m/z 43.10 76.04%
\‘\\1\5\-‘0\‘\‘\\“‘M\\H‘\\}\‘H\\\‘;‘\]7‘4\'"()\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7630: Heptane, 4-methyl-
43.0
e
10.00
5000 710 m/z 55.00  36.14%
o] || | o
SRR RRARRAARRARREARRRRRRERRRRRERRRRRRRRRRRRRRRRRRRRRE
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #62457: 1-Butanol, 3-methyl-, carbonate (2:1) —
70.0 10.00
43.0 m/z 41.10 17.06%
- W/\J\_,y
150, | | | 940170 1590 2020
e e e e e e e e P
m/z--> 0 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_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 20 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.097 13.79 ug/L 871293 1,4-Difluorobenzene 8.841
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 72
2 2-Methylpentyl isovalerate 186 C11H2202 1000236-38-7 72
3 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 59
4 Heptane, 3-methyl- 114 C8H18 000589-81-1 56
5 Hexyl n-valerate 186 C11H2202 001117-59-5 56

Abundance Scan 1344 (10.097 min): VW019124.D\data.ms (-1338)  m/z 43.05 100.00%
43

3.0 85.1
5000
‘ ‘ 10.00 10.50
e 870 114 1467 s 57,10 94.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19211: Heptane, 3,4,5-trimethyl-
43.0
85.0
5000
10.00 10.50
m/z 85.10 87.80%
260 “H Lero | 1130 142.0
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #50080: 2-Methylpentyl isovalerate
85.0
0 —
10.00 10.50
57.0 o
5000 ITI/Z 41.05 61.52%
29.0 103.0
ST Y OO R N .
m/z--> 20 40 60 80 100 120 140 160
Abundance #3996: Pentane, 2,2-dimethyl- — —
57.0 10.00 10.50
m/z 84.10 54.88%
5000 85.0
29.0
H\‘\‘\‘H“wH“‘\H\‘MH‘HH‘HH‘HH‘\ T \A\/‘“T”/‘\ﬁ
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VW@19124.D

Acqg On : 04 Jun 2021 11:40

Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
. SFAM@1.0

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.506 7.68 ug/L 418809 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 91
2 Octane 114 C8H18 000111-65-9 87
3 Octane 114 C8H18 000111-65-9 64
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59

Abundance Scan 1411 (10.506 min): VW019124.D\data.ms (-1403) (-

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->

43.10 100.00%

85.1
H 69‘0 114.1 10.50
SN - “m‘m‘!mu‘HH‘_M}“‘?-Q‘ 41.10  57.48%
20 40 60 80 100 120 140
#7618: Octane
43.0
1050
270 85.0 m/z 85.10 56.81%
114.0
20 40 60 80 100 120 140
#7620: Octane
43.0
T T [
10.50
m/z 57.05 47.12%
85.0
27,0
Ol e | o
S N . B o e
20 40 60 80 100 120 140
#7619: Octane Py ‘
43.0 10.50
m/z 71.10  36.20%
il 1 U J\
e | mao S
20 40 60 80 100 120 140 10.50

SFAMWLMO60221SMA.M Mon Jun @7 03:57:40 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 23 unknown-01 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.060 2.33 ug/L 126769  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Tridecenyl propionate 254 C16H3002 1000130-96-7 16
2 Hexane, 3-ethyl-4-methyl- 128 C9H20 003074-77-9 14
3 1-Butanamine, N-pentylidene- 141 COH19N 010599-77-6 12
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 11
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 11
Abundance Scan 1502 (11.060 min): VW019124.D\data.ms (-1494) - m/z 57.05 100.00%
57.0
149.0
5000
84.0
T \
‘ ‘ 115.0 11.00
et b o o e m/z 55.00 53.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105681: 11-Tridecenyl propionate
57.0
5000 ——
11.00
m/z 149.00 52.68%
“d mf 126.0 1560 185.0 239.0
\‘\\H‘H\‘\H‘HH‘\H\‘HH‘\H\‘\\H‘\H\‘\\H‘HH‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12731: Hexane, 3-ethyl-4-methyl-
57.0
T \
11.00
5000/ 290 m/z 133.00  49.88%
99.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 /\
Abundance #19119: 1-Butanamine, N-pentylidene- A ‘A‘
57.0 11.00
84.0 m/z 41.00 47.51%
5000
112 0
h “ 141 0
|
‘_‘H‘H‘“H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.408 4.98 ug/L 271515 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 87
2 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 83
3 Octane, 4-methyl- 128 C9H20 002216-34-4 80
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
Abundance Scan 1559 (11.408 min): VW019124.D\data.ms (-1551) - m/z 43.00 100.00%
3.0
5000 711
‘ 1150
128.0 .
— ‘H: : ‘H ety M2 AR m/z 71.10  47.09%
miz--> 20 40 60 80 100 120 140 160
Abundance #12670: Octane, 4-methyl-
43.0
5000 85.0 7 Jk
11.50
27.0 m/z 85.10 39.87%
6910
H ‘ ‘\ ‘“ L | 112'0 12‘8.0
’\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #28438: Nonane, 4,5-dimethyl-
43.0 JK
=t
71.0 11.50
5000 m/z 41.05 38.98%
27,0 H 126.0
S A 9RO T 1560
mfz--> 20 40 60 80 100 120 140 160
Abundance #12667: Octane, 4-methyl- T
43.0 11.50
m/z 57.10 33.98%
5000
85.0
27.0
H \‘\‘ M‘ 69\0 L 11201280
e B AR A o
m/z--> 20 40 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.512 4.98 ug/L 271596  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl- 128 C9H20 015869-80-4 74
2 Octane, 3-methyl- 128 C9H20 002216-33-3 72
3 Octane, 3-methyl- 128 C9H20 002216-33-3 72
4 Heptane, 3-ethyl- 128 C9H20 015869-80-4 70
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 64

Abundance Scan 1576 (11.512 min): VW019124.D\data.ms (-1570) (-
57.0

m/z 57.05 100.00%

5000
41.0
98.1
N S e
Ol el 21221208 s 41,00 31.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12676: Heptane, 3-ethyl-
57.0
43.0
5000 il%d
29.0 :
710 98.0 m/z 43.10 26.16%
| usouao
H’HH’HH‘\H\‘\H\‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12669: Octane, 3-methyl-
57.0
T
11.50
5000 ITI/Z 56.05 24.27%
43.0
29.0 98.0
1 \‘ 7%0 | 113.0128.0
e et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12677: Octane, 3-methyl- T
57.0 11.50
m/z 98.10 20.09%
5000 43.0
29.0
98.0
71.0
‘ i | 113.0128.0
‘WH‘W‘HW‘H‘_H‘_‘HM‘HM‘H‘HH‘H‘WH‘W‘HW‘HW‘H‘ e
m/z--> 10 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_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 26 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.731 1.55 ug/L 84727  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Nonene, (E)- 126 C9H18 020063-92-7 58
2 2-Nonene 126 C9H18 002216-38-8 49
3 trans-7-Methyl-3-octene 126 C9H18 1000113-52-8 43
4 1-Heptene, 2,6-dimethyl- 126 C9H18 003074-78-0 43
5 Aziridine, 1-propyl- 85 C5H11N 005536-98-1 43

Abundance Scan 1612 (11.731 min): VW019124.D\data.ms (-1606)  m/z 55.05 100.00%

55.0 91.0
41.0 70.0
5000
106'1 T ‘ T T ‘ T
| ‘ 126.1 11.50 12.00
H‘HH‘HH‘HA}MHHMMMWNﬂwMMMHJNM_mumu‘_ﬂw‘u m/z 91.00  85.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11515: 3-Nonene, (E)-
41.0 55.0
69.0
5000 = S
11.50 12.00
27.0 126.0 m/z 56.00 75.61%
‘ 83.0 97.0
H‘HH‘\H‘l‘\H\‘i\H\‘\H\‘\‘H\H“HH’iHH‘H\‘}‘\\H‘\.\H‘\H\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11501: 2-Nonene
55.0
o -
11.50 12.00
410 -
5000 ITI/Z 41.00 59.04%
69.0
27.‘0 84.0 126.0
S 0 . Y S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11548: trans-7-Methyl-3-octene —— —
41.0 56.0 11.50 12.00
m/z 70.05 53.00%
5000
27.0 70.0 126.0
H I H 84.0 1o
Il Il |
T e e e e e —r —r
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 27 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.926 2.03 ug/L 62350 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 81
2 Decane 142 C10H22 000124-18-5 76
3 Decane 142 C1OH22 000124-18-5 64
4 Oxalic acid, cyclobutyl decyl ester 284 C16H2804 1000309-70-1 59
5 Octane 114 C8H18 000111-65-9 53

Abundance Scan 1808 (12.926 min): VW019124.D\data.ms (-1804) (- m/z 43.00 100.00%

——
el el T b mjz 57.10 86.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19156: Decane
57.0
5000 igod
85.0
29.0 m/z 41.10 64.95%
VL | o 1220
\\\‘\\\\’}\\"\\i\‘1\\\’\\{\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19157: Decane
43.0
——
13.00
5000 ITI/Z 55.05 50.37%
71.0
L femo 20
H‘_“wiu‘_‘u“u‘w‘H‘H“_‘H‘H‘w“u‘u‘w‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19158: Decane —
43.0 13.00
m/z 71.10 38.69%
5000
71.0
sol | || %0 a0 Lo
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_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/16ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.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 28 unknown-02 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.109 1.30 ug/L 39972 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 38
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 38
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 38
4 Benzeneethanol, 2-methyl- 136 C9H120 019819-98-8 35
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 35
Abundance Scan 1838 (13.109 min): VW019124.D\data.ms (-1830)  m/z 105.10 100.00%
105.1
5000
120.1
411 e petpl
H H ‘77 1 ‘ 136.0 13.00 13.50
SN “““‘MN‘ i, h““uuH bl m/z 120.10  33.50%
miz--> 20 80 100 120 140
Abundance #9423.Benzene,l%ﬂhyb34neﬂwh
105.0
5000 U O
120.0 13.00 13.50
m/z 93.90 28.17%
39.0
\\\‘\\\\“\\\5\9‘(‘)\‘\\\M‘\\‘}\‘\‘\\\“‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
I LTATAYYY
13.00 13.50
5000 m/z 41.10 23.86%
120.0
7.0
150 390 sao 0
et e
miz--> 20 40 60 80 100 120 140
Abundance #9425: Benzene, 1-ethyl-2-methyl- — —
105.0 13.00 13.50
m/z 39.00 18.06%
5000
120.0
39.0 77.0
S RO P e’ N T MY ROY NSRS
m/z--> 20 40 60 80 100 120 140 13 00 13 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe60421\
Data File : VWO19124.D

Acqg On : 04 Jun 2021 11:40
Operator : SY/VA

Sample : M2596-09RE

Misc : 4.73G/10ML/MSVOA_W/SOIL

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO60221SMA.M
Quant Title : SFAM@1l.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Butenal, (E)- 1.964 2.0 ug/L 123943 1 8.841 1580070 25.0
(DEL) Alkane: S.. 3.031 6.8 ug/L 432385 1 8.841 1580070 25.0
(DEL) Alkane: S.. 3.391 8.7 ug/L 552405 1 8.841 1580070 25.0
(DEL) Alkane: S.. 5.439 16.3 ug/L 1028470 1 8.841 1580070 25.0
(DEL) Alkane: S.. 5.946 11.3 ug/L 713899 1 8.841 1580070 25.0
(DEL) Alkane: S.. 7.921 7.8 ug/L 493286 1 8.841 1580070 25.0
(DEL) Alkane: S.. 8.037 5.8 ug/L 369058 1 8.841 1580070 25.0
(DEL) Alkane: S.. 8.159 20.0 ug/L 1266590 1 8.841 1580070 25.0
(DEL) Alkane: S.. 8.421 3.3 ug/L 206250 1 8.841 1580070 25.0
(DEL) Alkane: S.. 8.518 1.4 ug/L 90952 1 8.841 1580070 25.0
(DEL) Alkane: S.. 8.695 9.5 ug/L 600743 1 8.841 1580070 25.0
(DEL) Alkane: S.. 9.073 2.8 ug/L 173760 1 8.841 1580070 25.0
(DEL) Alkane: S.. 9.384 1.7 ug/L 108695 1 8.841 1580070 25.0
(DEL) Alkane: C.. 9.518 1.6 ug/L 102690 1 8.841 1580070 25.0
(DEL) Alkane: C.. 9.744 1.4 ug/L 88967 1 8.841 1580070 25.0
(DEL) Alkane: S.. 9.902 1.9 wug/L 120846 1 8.841 1580070 25.0
(DEL) Alkane: S.. 9.957 4.3 ug/L 273437 1 8.841 1580070 25.0
(DEL) Alkane: S.. 9.987 3.3 ug/L 209799 1 8.841 1580070 25.0
(DEL) Alkane: S.. 10.097 13.8 ug/L 871293 1 8.841 1580070 25.0
(DEL) Alkane: S.. 10.506 7.7 ug/L 418809 2 11.634 1362940 25.0
unknown-01 11.060 2.3 ug/L 126769 2 11.634 1362940 25.0
(DEL) Alkane: S 11.408 5.0 ug/L 271515 2 11.634 1362940 25.0
(DEL) Alkane: S 11.512 5.0 ug/L 271596 2 11.634 1362940 25.0
(DEL) Alkane: S 11.731 1.6 ug/L 84727 2 11.634 1362940 25.0
(DEL) Alkane: S 12.926 2.0 ug/L 62350 3 13.560 767263 25.0
unknown-02 13.109 1.3 ug/L 39972 3 13.560 767263 25.0
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