LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051421\
Data File : VY004780.D

Acqg On : 14 May 2021 14:12

Operator : SY/MD

Sample : M2392-01

Misc : 5.04G/5ML/MSVOA_Y/SOIL SB-01-3.5-4.0

ALS vial : 8 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_Y\methods\82Y051021S.M

Title : SW846 8260

Signal : TIC: VY@04780.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.912 173 179 186 rVB3 10097 21420 1.60% 0.163%
2 3.259 229 236 247 rVB2 13598 33039 2.47% 0.252%
3 4.216 382 393 406 rBv4 6007 22354 1.67% 0.170%
4 4,735 462 478 481 rBV2 62534 196172 14.67%  1.496%
5 5.253 548 563 582 rBV2 47840 172281 12.89% 1.314%
6 5.759 634 646 663 rBV 67738 208574 15.60%  1.591%
7 6.112 697 704 717 rVB3 6002 17608 1.32% 0.134%
8 6.551 764 776 789 rBV5 12116 40516 3.03% 0.309%
9 6.704 789 801 808 rBV3 34790 110365 8.25% 0.842%
106 6.801 808 817 827 rVB 95304 283486 21.20% 2.162%
11  7.478 919 928 931 rBvV4 5350 13617 1.02% 0.104%
12 7.539 931 938 948 rVB3 18852 49932 3.73% 0.381%
13 7.728 959 969 972 rBvV 115009 256383 19.18% 1.955%
14 7.795 973 980 988 rVV5 320600 891123 66.65% 6.796%
15 7.880 988 994 1006 rVB2 124956 314705 23.54%  2.400%
16 8.008 1006 1015 1022 rBV 157243 376607 28.17%  2.872%
17 8.149 1029 1038 1051 rVB2 163177 429712 32.14%  3.277%
18 8.283 1051 1060 1064 rBV3 91817 237729 17.78% 1.813%
19 8.338 1064 1069 1078 rVvV4 165419 499904 37.39% 3.812%
20 8.423 1078 1083 1094 rVB 117999 267491 20.01% 2.040%
21 8.551 1094 1104 1116 rVB 93008 203459 15.22%  1.552%
22 8.697 1119 1128 1140 rBV 431773 890721 66.62% 6.793%
23  8.856 1150 1154 1160 rVB3 7795 14005 1.05% 0.107%
24  8.935 1160 1167 1170 rBV4 16212 34672 2.59% 0.264%
25 8.972 1170 1173 1190 rVB3 17948 45023  3.37% 0.343%
26 9.191 1194 1209 1215 rBV2 261769 694398 51.94% 5.296%
27  9.246 1215 1218 1226 rVB 38403 71040 5.31% 0.542%
28 9.325 1226 1231 1234 rBV2 11300 20870 1.56% 0.159%
29 9.374 1234 1239 1245 rVB 30125 55374 4.14% 0.422%
30 9.465 1245 1254 1261 rBv2 48737 107482 8.04% 0.820%
31 9.563 1261 1270 1272 rBV4 8577 18709 1.40% 0.143%
32 9.618 1272 1279 1288 rVV2 114743 236937 17.72% 1.807%
33 9.715 1288 1295 1297 rVwv2 48118 85417 6.39% 0.651%
34 9.758 1297 1302 1308 rVV 107122 236469 17.69% 1.803%
35 9.825 1308 1313 1316 rvVv 44414 88577 6.62% 0.676%
36 9.856 1316 1318 1326 rVB4 26251 46172  3.45% 0.352%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051421\
Data File : VY004780.D

Acqg On : 14 May 2021 14:12

Operator : SY/MD

Sample : M2392-01

Misc : 5.04G/5ML/MSVOA_Y/SOIL SB-01-3.5-4.0

ALS vial : 8 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_Y\methods\82Y051021S.M

Title : SW846 8260

37 9.959 1326 1335 1347 rBV5 40758 149089 11.15% 1.137%
38 10.063 1347 1352 1356 rBV4 16197 34404  2.57% 0.262%
39 10.112 1356 1360 1365 rVv2 22383 44894 3.36% 0.342%

40 10.185 1365 1372 1387 rVV 744928 1337027 100.00% 10.196%

41 10.374 1394 1403 1410 rVB5 57684 143715 10.75% 1.096%
42 10.526 1423 1428 1433 rVB 43331 72068 5.39% ©0.550%
43 10.618 1433 1443 1449 rBV6 42118 116280 8.70% ©0.887%
44 10.715 1455 1459 1464 rVB5 14951 25600 1.91% ©.195%
45 10.807 1464 1474 1478 rBV2 19495 38707 2.90%  ©.295%
46 10.904 1488 1490 1497 rVB3 9383 18927 1.42% 0.144%
47 11.008 1503 1507 1509 rVvv2 13314 17231 1.29% ©0.131%
48 11.044 1509 1513 1516 rVB 15537 21995 1.65% ©.168%
49 11.093 1516 1521 1526 rVB2 47895 82249 6.15% 0.627%
50 11.203 1534 1539 1544 rVB5 17634 30479 2.28% 0.232%
51 11.294 1544 1554 1556 rBV3 26271 66211 4.95%  0.505%
52 11.386 1564 1569 1580 rBV 22967 45537 3.41% 0.347%
53 11.496 1580 1587 1595 rBV 599673 973485 72.81% 7.424%
54 11.593 1598 1603 1606 rBV4 8080 13695 1.02% ©.104%
55 11.715 1613 1623 1631 rBV5 39524 122948 9.20% ©.938%
56 12.008 1664 1671 1678 rBv4 22391 72110 5.39% ©0.550%
57 12.124 1683 1690 1695 rVB 23164 39337 2.94%  ©.300%
58 12.209 1695 1704 1706 rBV5 20872 42054  3.15% ©.321%
59 12.239 1706 1709 1715 rVB2 20029 36831 2.75% 0.281%
60 12.337 1720 1725 1729 rBV5 9612 17582 1.32% 0.134%
61 12.483 1744 1749 1760 rVB 475067 785006 58.71% 5.987%
62 12.648 1771 1776 1784 rVB4 20028 42066 3.15% 0.321%
63 12.733 1784 1790 1794 rBV6 9669 22961 1.72% 0.175%
64 12.806 1795 1802 1807 rBv4 48979 89283 6.68% 0.681%
65 12.953 1822 1826 1832 rBV5 8153 18674 1.40% 0.142%
66 13.044 1837 1841 1844 rBV 21510 27801 2.08% 0.212%
67 13.184 1858 1864 1868 rBV5 11404 20222 1.51% ©.154%
68 13.325 1878 1887 1890 rBV6 12026 25814 1.93% 0.197%
69 13.367 1891 1894 1897 rVVv4 9510 14802 1.11% 0.113%
70 13.428 1897 1904 1912 rVV 583210 895798 67.00% 6.831%
71 13.751 1952 1957 1962 rBV2 37929 63917 4.78% 0.487%
72 13.971 1988 1993 1998 rVB3 20301 34705 2.60% 0.265%
73 14.081 2006 2011 2016 rBV2 20537 34271 2.56% 0.261%
74 14.617 2095 2099 2103 rVV2 13461 18854 1.41% 0.144%
75 14.678 2104 2109 2115 rVVv4 20699 45671 3.42% ©.348%
76 14.733 2115 2118 2125 rVB6 13181 23765 1.78% 0.181%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051421\
Data File : VY004780.D

Acqg On : 14 May 2021 14:12
Operator : SY/MD

Sample : M2392-01

Misc : 5.04G/5ML/MSVOA_Y/SOIL

ALS vial : 8 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_Y\methods\82Y051021S.M

Title : SW846 8260

77 14.946 2147 2153 2157 rBV8 9313 15855 1.19% 0.121%

78 15.062 2166 2172 2177 rVB3 8231 16996 1.27% 0.130%

79 15.239 2192 2201 2206 rBV3 18486 42816  3.20% ©0.327%

80 15.318 2206 2214 2219 rBV4 7413 18696 1.40% 0.143%
Sum of corrected areas: 13112771
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051421\
Data File : VY004780.D

Acqg On : 14 May 2021 14:12
Operator : SY/MD

Sample : M2392-01

Misc : 5.04G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.M
Quant Title : SW846 8260

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

Abundance TIC: VY004780.D\data.ms
700000

600000
500000
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200000
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100000
4.735 5253 5.759

2912 3.259 4.216 N A\ 6.112 6.550"°
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Abundance TIC: VY004780.D\data.ms

10.185
700000
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500000
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Abundance TIC: VY004780.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051421\
Data File : VY004780.D

Acqg On : 14 May 2021 14:12
Operator : SY/MD

Sample : M2392-01

Misc : 5.04G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.M
Quant Title : SW846 8260

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 n-Hexane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.759 11.70 ug/l 208574  Pentafluorobenzene 7.801

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 40
3 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 38
4 Butanal, 2-methyl- 86 C5H100 000096-17-3 38
5 2(3H)-Furanone, dihydro-3-methyl- 100 C5H802 001679-47-6 38
Abundance Scan 646 (5.759 min): VY004780.D\data.ms (-634) (-) m/z 57.10 100.00%
57.1
5000 A
861 LI L L L L L BN R B
‘ . 5.40 5.60 5.80 6.00
Ot L2068, 41,10 81.15%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1820: n-Hexane
57.0
29.0
5000 LI L L L B LA DR R
5.40 5.60 5.80 6.00
86.0 m/z 43.10 68.05%
O \‘.\0\\‘\‘\‘!\\“}\\M‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #12705: Heptane, 2,2-dimethyl-
57.0 \
e
5.40 5.60 5.80 6.00
5000 m/z 56.10 50.74%
29.0
‘\‘ ‘\‘ \‘\ ‘ 1130
0l el e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #12733: Pentane, 2,2,3,4-tetramethyl- e
57.0 5.40 5.60 5.80 6.00
m/z 42.10 37.28%
5000
29.0
‘ 85.0
0 \‘\u\‘\‘m\“‘1u““\\‘H\\‘1‘”\‘:\L%L%"o\m‘\m‘\m‘\m‘uu T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@51421\
Data File : VY@04780.D

Acqg On : 14 May 2021 14:12

Operator : SY/MD

Sample : M2392-01

Misc : 5.04G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.M
: SW846 8260

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 Cyclopentane, methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
6.801 15.91 ug/l 283486  Pentafluorobenzene 7.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclohexane 84 C6H12 000110-82-7 83
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64
4 Cyclobutane, 1,2-diethyl-, cis- 112 C8H16 061141-50-2 56
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 45

Abundance Scan 817 (6.801 min): VY004780.D\data.ms (-808) (-) m/z 56.05 100.00%

56.0
5000
R
84.1 6.40 6.60 6.80 7.00 7.20
Ol et b b 288 m/z 41,16 56.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
56.0
5000 (AR RN R R
6.40 6.60 6.80 7.00 7.20
m/z 69.05 44.80%
ZTO Sjo
O\\‘\‘\‘\‘\\‘ ‘\‘1‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1458: Cyclohexane
56.0
84.0 REEEE R e e R
6.40 6.60 6.80 7.00 7.20
5000 ITI/Z 39.00 26.49%
el
0\\\‘\m\\{H\““Hm“\‘\\\‘\\H‘mwuwm‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1329: 1H-Tetrazole, 5-methyl- EREaRREEEEEE S SRR
56.0 6.40 6.60 6.80 7.00 7.20
27.0 m/z 55.05  26.24%
5000
84.0
0. T S e b
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051421\
Data File : VY004780.D

Acqg On : 14 May 2021 14:12
Operator : SY/MD

Sample : M2392-01

Misc : 5.04G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.M
Quant Title : SW846 8260

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 Pentane, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.880 17.66 ug/l 314705  Pentafluorobenzene 7.801

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 95
2 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 50
3 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 47
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 42
5 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 40
Abundance Scan 994 (7.880 min): VY004780.D\data.ms (-988) (-) m/z 56.10 100.00%
56.1 (
5000
H LS 7.60 7.80 8.00 8.20
Ot 1T 20T s 4305 80.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3992: Pentane, 2,3-dimethyl-
56.0
5000
29.0 7.60 7.80 8.00 8.20
m/z 57.10 63.73%
|
O\\\‘\‘\‘\\\‘ }\‘\‘ “\\‘\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19226: Hexane, 2,2,5,5-tetramethyl-
57.0
7.60 7.80 8.00 8.20
5000 m/z 41.05 62.49%
0 ‘m‘ \‘\ 850 1270
-t
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1797: Oxirane, (1-methylethyl)-
56.0 7.60 7.80 8.00 8.20
m/z 71.05 36.48%
5000
27.0 ‘ /\
bl b I 880 VARV A
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051421\
Data File : VY004780.D

Acqg On : 14 May 2021 14:12
Operator : SY/MD

Sample : M2392-01

Misc : 5.04G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.M
Quant Title : SW846 8260

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 Hexane, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.008 21.13 ug/l 376607  Pentafluorobenzene 7.801

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
5 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 50

Abundance Scan 1015 (8.008 min): VY004780.D\data.ms (-1006) (-) m/z 43.10 100.00%
3.1

571 711
5000
‘ | ‘ 85.1 100.1 7.60 7.80 8.00 8.20 8.40
oL et e e e e e m/z 71.10 59.98%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #3974: Hexane, 3-methyl-
43.0
71.0 /\
57.0
5000 ‘\\\\‘\\\\‘\\\\‘M\
7.60 7.80 8.00 8.20 8.40
29.0 m/z 41.85 57.19%
85.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #3973: Heptane
43.0
7.60 7.80 8.00 8.20 8.40
5000 5.0 71.0 m/z 57.16  53.59%
290 100.0
oL e
Ol rrrprrrr et e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7630: Heptane, 4-methyl-
43.0 7.60 7.80 8.00 8.20 8.40
m/z 70.10  52.22%
71.0
5000
29.0
57.0
L0150 || ) [" | 650 g9 1140
P e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051421\
Data File : VY004780.D

Acqg On : 14 May 2021 14:12
Operator : SY/MD

Sample : M2392-01

Misc : 5.04G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.M
Quant Title : SW846 8260

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 Cyclopentane, 1,3-dimethyl-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.283 13.34 ug/l 237729 1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 92
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 62
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 60
4 Isopropylcyclobutane 98 C7H14 000872-56-0 59
5 Butane, 2-cyclopropyl- 98 C7H14 005750-02-7 50
Abundance Scan 1060 (8.283 min): VY004780.D\data.ms (-1051) (-) m/z 70.05 100.00%
70.0
5000
3910
‘ | ‘ ‘9 5 ( 8.00 8.20 8.40 8.60
ol Al 992 2070 280¢ ., 5605  68.32%
miz-> 50 100 150 200 250
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
70.0
5000
39,0 8.00 8.20 8.40 8.60
m/z 55.05 58.85%
0 1“ L L
miz--> 50 100 150 200 250
Abundance #3394: Cyclopentane, 1,3-dimethyl-
70.0
 ARARSEREmEEEE SR S
8.00 8.20 8.40 8.60
5000 m/z 41.10 58.38%
39.0
o “ ddooo
miz--> 50 100 150 200 250
Abundance #3406: Cyclopentane, 1,2-dimethyl-, cis-
70.0 8.00 8.20 8.40 8.60
m/z 43.10 40.41%
5000 39.0
0 W‘M u“ : “ : — — —
m/z--> 50 100 150 200 250 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051421\
Data File : VY004780.D

Acqg On : 14 May 2021 14:12
Operator : SY/MD

Sample : M2392-01

Misc : 5.04G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.M
Quant Title : SW846 8260

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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.338 28.06 ug/l 499904  1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 83
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
3 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 72
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 64
Abundance Scan 1069 (8.338 min): VY004780.D\data.ms (-1064) (-) m/z 57.10 100.00%
57.1
5000
‘ 991 8.00 8.20 8.40 8.60
0L el ek e 2978wz 6,10 38.13%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7671 Butane, 2,2,3,3-tetramethyl-
57.0
5000
8.00 8.20 8.40 8.60
29.0 m/z 41.05 32.85%
M 99.0
O \‘\\\‘\‘\\\\‘\\\ "\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7663: Pentane, 2,2,4-trimethyl-
57.0
8.00 8.20 8.40 8.60
5000 m/z 43.10 18.20%
29.0
oo Tl o
‘_‘H“H‘_“,‘H‘_‘H“H‘_‘H“H‘_‘H“H‘_“
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #12720: Hexane, 2,2,4-trimethyl-
57.0 8.00 8.20 8.40 8.60
m/z 39.00 11.03%
5000
29.0
L e e
B N L e e e e e e R B
m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60

82Y051021S.M Mon May 17 16:37:24 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051421\
Data File : VY004780.D

Acqg On : 14 May 2021 14:12
Operator : SY/MD

Sample : M2392-01

Misc : 5.04G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.M
Quant Title : SW846 8260

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 Isopropylcyclobutane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.423 15.02 ug/l 267491 1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 95
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 94
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 91
4 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
5 1-Heptene 98 C7H14 000592-76-7 90

Abundance Scan 1083 (8.423 min): VY004780.D\data.ms (-1078) (-) m/z 56.10 100.00%

56.1
41.0 70.0
5000
98.1
““
‘ | 83"1 ‘ 8.20 8.40 8.60 8.80
0l il el il m/z s5.00  77.65%
miz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3336: Isopropylcyclobutane
56.0
41.0
70.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
27.0 8.20 8.40 8.60 8.80
98.0 m/z 70.05 70.98%
‘ ‘ 83.0 ‘
O \\\‘\\\\‘\\\\‘\\\\‘\\\}}\‘\\\i‘\u‘\‘\\\w“\\\\‘\‘\\\‘\\\\‘\\\\
miz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans-
56.0
410 0.0 8.20 8.40 8.60 8.80
5000 m/z 41.05 67.55%
27.0 98.0
g e
ol20 240 Ml MLl
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3408: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0 8.20 8.40 8.60 8.80
41.0 m/z 69.10  36.61%
5000
27.0
98.0
‘ 83.0 ‘
N OO OO P OO UUOOOS OO POV W R VARG VLY
m/z--> 0 10 20 30 40 50 60 70 80 90 100 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051421\
Data File : VY004780.D

Acqg On : 14 May 2021 14:12
Operator : SY/MD

Sample : M2392-01

Misc : 5.04G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.M
Quant Title : SW846 8260

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 Heptane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.551 11.42 ug/l 203459  1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Hydroxylamine, O-(2-methylpropyl)- 89 C4H11NO 005618-62-2 64
3 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 50
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 40
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 38

Abundance Scan 1104 (8.551 min): VY004780.D\data.ms (-1094) (-) m/z 43.10 100.00%
43.1

71.1
5000

100.1 R RN
‘ ‘ ‘ ‘ 8.20 8.40 8.60 8.80
| (RN Ly

ob—— e M/z  41.05  66.24%

m/z--> 20 40 60 80 100 120 140 160
Abundance #3973: Heptane
43.0
5000 7.0

8.20 8.40 8.60 8.80

L ‘ 100.0 m/z 71.10 57.08%
O‘2\6”.\\\“1\\‘\“\\1\‘\\\\1\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #2220: Hydroxylamine, O-(2-methylpropyl)- )\AV\
43.0
e I RRSREREE S S
8.20 8.40 8.60 8.80
5000 ITI/Z 57.10 52.94%
71.0
0 892
miz--> 20 40 60 80 100 120 140 160
Abundance #73873: Oxalic acid, isobutyl pentyl ester ‘_“W“JE“H“H‘,
57.0 8.20 8.40 8.60 8.80
m/z 56.00 34.72%
5000 410
ol Lo usomo a0 ) UL
e e A RHEAS R AR R
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051421\
Data File : VY004780.D

Acqg On : 14 May 2021 14:12
Operator : SY/MD

Sample : M2392-01

Misc : 5.04G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.M
Quant Title : SW846 8260

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 1-Butanol, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.618 13.30 ug/l 236937 1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 72
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 72
3 n-Butyric acid 2-ethylhexyl ester 200 C12H2402 025415-84-3 64
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 64
5 1-Hexene, 4-ethyl- 112 C8H16 016746-85-3 53

Abundance Scan 1279 (9.618 min): VY004780.D\data.ms (-1272) (-) m/z 43.05 100.00%

43.0 70.0
5000

| | o0 9.50 10.00
el e b e e e M/ 70,05 83.37%

0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4433: 1-Butanol, 2-ethyl-
43.0
5000 N J‘\

7
9.50 10.00
m/z 71.10 76.90%

so |

O\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7629: Heptane, 4-methyl-
43.0
. SIS IVEL W
' 9.50 10.00
5000 ITI/Z 55.10 49.48%
oo || H 910 M40
‘“‘H““H‘,“‘w““_““‘H““H““‘_““H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61173: n-Butyric acid 2-ethylhexyl ester o o
71.0 9.50 10.00
m/z 41.05 46.52%
5000 43.0
112.0
0l15.0 | ‘ L] ‘M\ L 157.0  200.0
"w““_““‘u““u““‘_““H““‘H““w“ = N
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_Y\Data\VY051421\
Data File : VY004780.D

Acqg On : 14 May 2021 14:12
Operator : SY/MD

Sample : M2392-01

Misc : 5.04G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.M
Quant Title : SW846 8260

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 10 Pentane, 2,3,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.758 13.27 ug/l 236469  1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 72
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 64
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 64
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 59
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 53

Abundance Scan 1302 (9.758 min): VY004780.D\data.ms (-1297) (-) m/z 43.10 100.00%

43.1
70.1
5000
10.00
99.1
0 L v i—— 014 Y4 70 10 61.14%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0
10.00
m/z 71 05 57.31%
150H | ‘990
O \‘\\\\‘\\\\“1\\\’\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3974: Hexane, 3-methyl-
43.0
NS/ —ap\
71.0 9.50 10.00
5000 m/z 57.10 35.20%
0 15-0\‘ I ) 1000
e et
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7654: Pentane, 2,3,4-trimethyl- . t—=fy
43.0 9.50 10.00
m/z 41.00 34.07%
71.0
5000
oL1sol L || o
“‘,“““‘ T —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051421\
Data File : VY004780.D

Acqg On : 14 May 2021 14:12
Operator : SY/MD

Sample : M2392-01

Misc : 5.04G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051021S.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Hexane 5.759 11.7 ug/1 208574 1 7.801 891123 50.0
Cyclopentane, m... 6.801 15.9 ug/l 283486 1 7.801 891123 50.0
Pentane, 2,3-di... 7.880 17.7 ug/l 314705 1 7.801 891123 50.0
Hexane, 3-methyl- 8.008 21.1 ug/l 376607 1 7.801 891123 50.0
Cyclopentane, 1... 8.283 13.3 ug/1 237729 2 8.697 890721 50.0
Butane, 2,2,3,3... 8.338 28.1 wug/l 499904 2 8.697 890721 50.0
Isopropylcyclob... 8.423 15.0 ug/l 267491 2 8.697 890721 50.0
Heptane 8.551 11.4 ug/l 203459 2 8.697 890721 50.0
1-Butanol, 2-et... 9.618 13.3 ug/1 236937 2 8.697 890721 50.0
Pentane, 2,3,3-... 9.758 13.3 ug/l 236469 2 8.697 890721 50.0
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