LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD071521\
Data File : VDO69713.D

Acqg On : 15 Jul 2021 18:01

Operator : VA/SY

Sample : M3026-10

Misc : 12.50G/5.00m1/MSVOA_D/SOIL ABN-JG-4

ALS Vvial : 13  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\82D071321S.M

Title : SW846 8260

Signal : TIC: VDO69713.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.491 92 97 104 rBV 43661 77079 1.70% 0.210%
2 4.156 369 380 391 rBV 66137 188993 4.17% 0.514%
3 4.979 504 520 521 rBV2 56203 179931 3.97% 0.489%
4 5.485 595 606 617 rBV4 48673 169080 3.73% 0.460%
5 6.920 840 850 860 rvV5 36998 112604 2.48% 0.306%
6 7.209 889 899 909 rBv4 21823 67987 1.50% 0.185%
7 7.920 1007 1020 1021 rBV 129081 277297 6.11% 0.754%
8 7.973 1021 1029 1038 rVV2 918214 2381615 52.51% 6.475%
9 8.062 1038 1044 1056 rVV3 140828 365564 8.06% 0.994%
106 8.185 1056 1065 1073 rVV2 308120 722758 15.94%  1.965%
11 8.326 1081 1089 1101 rVV 438882 991669 21.86% 2.696%
12 8.456 1101 1111 1115 rVV3 104428 268714 5.92% 0.731%
13 8.514 1115 1121 1130 rVV5 134140 465536 10.26% 1.266%
14 8.591 1130 1134 1146 rVV3 88306 217477 4.79%  0.591%
15 8.720 1146 1156 1164 rVB8 25978 75920 1.67% 0.206%
16 8.862 1171 1180 1193 rBV 1350160 2757289 60.79% 7.497%
17 9.044 1201 1211 1217 rBV 120044 282268 6.22% 0.767%
18 9.350 1248 1263 1269 rBvV2 348039 923162 20.35% 2.510%
19 9.403 1269 1272 1281 rVB3 113400 224493 4.95% 0.610%
20 9.532 1289 1294 1300 rvv4 47270 93947 2.07% 0.255%
21  9.626 1300 1310 1318 rVV5 91217 243460 5.37% 0.662%
22 9.773 1328 1335 1346 rBV4 135692 321169 7.08% 0.873%
23 9.867 1346 1351 1353 rBV4 34612 58054 1.28% 0.158%
24  9.909 1353 1358 1364 rBV2 129884 210814 4.65% 0.573%
25 9.973 1364 1369 1373 rBV2 316045 582088 12.83% 1.583%
26 10.109 1383 1392 1404 rBV 342492 830994 18.32% 2.259%
27 10.261 1413 1418 1423 rVB3 64993 114863 2.53% 0.312%

28 10.338 1423 1431 1442 rBV 2376299 4535650 100.00% 12.332%

29 10.456 1447 1451 1454 rV4 56613 101247 2.23% 0.275%
30 10.520 1454 1462 1468 rVV5 160120 447204  9.86% 1.216%
31 10.579 1468 1472 1476 rVW4 39193 72531 .60% 197%
32 10.626 1476 1480 1484 rVB5 40880 67649 .49% 184%

34 10.756 1497 1502 1510 rVB6 150171 367993

1
1

33 10.673 1484 1488 1493 rBV2 95995 192466  4.24%
8

35 10.856 1515 1519 1525 rVB2 80804 145676 3

OroOoOO00
Ul
N
w
R

36 10.950 1525 1535 1540 rBv4 106648 253676 5.59% ©.690%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD071521\
Data File : VDO69713.D

Acqg On : 15 Jul 2021 18:01

Operator : VA/SY

Sample : M3026-10

Misc : 12.50G/5.00m1/MSVOA_D/SOIL ABN-JG-4

ALS Vvial : 13  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\82D071321S.M
Title : SW846 8260
37 11.044 1540 1551 1560 rVvv4 134773 448579 9.89% 1.220%
38 11.114 1560 1563 1565 rvv3 47375 71401 1.57% 0.194%
39 11.150 1566 1569 1572 rVVv3 83336 137567 3.03% 0.374%
40 11.191 1572 1576 1580 rVV5 118177 247356 5.45% 0.673%
41 11.238 1580 1584 1588 rVV3 133374 273090 6.02% 0.742%
42 11.291 1589 1593 1599 rVVW6 131673 302827 6.68% 0.823%
43 11.350 1599 1603 1606 rVV4 121052 200782 4.43%  0.546%
44 11.420 1606 1615 1627 rVB4 289224 847270 18.68%  2.304%
45 11.520 1627 1632 1641 rBV 252290 510216 11.25% 1.387%
46 11.638 1645 1652 1661 rVV 2288007 3954178 87.18% 10.751%
47 11.744 1665 1670 1673 rVV6 63417 126750 2.79%  0.345%
48 11.773 1673 1675 1678 rVV3 35500 47798 1.05% ©0.130%
49 11.826 1678 1684 1688 rVv4 58301 109382 2.41% 0.297%
50 11.885 1688 1694 1698 rVV4 103790 191706 4.23% 0.521%
51 11.926 1698 1701 1705 rVB4 46147 64684 1.43% 0.176%
52 11.967 1705 1708 1715 rVB5 30498 45466 1.00% 0.124%
53 12.032 1715 1719 1722 rBV6 26979 50539 1.11% 0.137%
54 12.085 1724 1728 1733 rVB5 38151 60628 1.34% 0.165%
55 12.144 1733 1738 1744 rBV5 88140 182842 4.03% 0.497%
56 12.344 1767 1772 1776 rBV6 43670 86661 1.91% 0.236%
57 12.379 1776 1778 1783 rVB5 40020 60781 1.34% 0.165%
58 12.626 1813 1820 1830 rVB 1812141 3198541 70.52% 8.696%
59 12.708 1830 1834 1840 rVB4 42523 72309 1.59% 0.197%
60 12.808 1840 1851 1856 rVB 78705 176379 3.89% 0.480%
61 12.944 1867 1874 1880 rBvV8 49176 118659 2.62% 0.323%
62 13.179 1910 1914 1921 rVB8 28561 55245 1.22% 0.150%
63 13.302 1932 1935 1941 rVB5 29549 48982 1.08% 0.133%
64 13.385 1942 1949 1951 rBV5 32384 70821 1.56% ©.193%
65 13.567 1971 1980 1987 rBV 2275432 3670984 80.94% 9.981%
66 13.732 2002 2008 2017 rVB2 79418 140268 3.09% 0.381%
67 13.808 2017 2021 2023 rBV2 51028 73342 1.62% 0.199%
68 13.891 2030 2035 2039 rBV6 44670 76389 1.68% 0.208%
69 14.108 2066 2072 2077 rBV 189823 306930 6.77% 0.834%
70 14.214 2085 2090 2097 rVV2 104458 177731 3.92% 0.483%
71 14.279 2097 2101 2107 rVB8 23542 45400 1.00% ©0.123%
72 14.426 2122 2126 2135 rVB2 109374 199836 4.41% 0.543%
73 14.508 2136 2140 2145 rBV 76265 127588 2.81% 0.347%
74 14.702 2168 2173 2178 rVW5 61706 130508 2.88% ©0.355%
75 14.814 2185 2192 2198 rBV5 90591 233279 5.14% 0.634%
76 14.867 2198 2201 2209 rVB2 49311 83756 1.85% 0.228%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD071521\
Data File : VDO69713.D

Acqg On : 15 Jul 2021 18:01
Operator : VA/SY

Sample : M3026-10

Misc : 12.50G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 13  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\82D071321S.M
Title : SW846 8260

77 15.079 2232 2237 2241 rVV6 73603 134151 2.96% ©.365%
78 15.196 2251 2257 2266 rVB3 77524 176272 3.89% ©.479%
79 15.685 2333 2340 2346 rBv4 27470 53631 1.18% 0.146%

Sum of corrected areas: 36780421
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD071521\

: VDO69713.D

: 15 Jul 2021 18:01

: VA/SY

: M3026-10

: 12.50G/5.00m1/MSVOA_D/SOIL
: 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D071321S.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: VD069713.D\data.ms

2.491 4.156 4.979 5.485

Time-->
Abundance

2000000

1500000

1000000

500000

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: VD069713.D\data.ms
10.338 11.638

8.862

7.973

9.350 9.976.109
39

Time-->
Abundance

2000000

1500000

1000000

500000

82D071321S .M

9.044 4 7
920 7.209 720 jé\&bjs\%/f\zg 3

T — A i ‘
7.00 7.50 8.00 8.50 9.00 9.50
TIC: VD069713.D\data.ms

—T
10.00
13.567

12.626

T ‘ T T ‘ T
16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD071521\

Data File : VD@69713.D

Acq On : 15 Jul 2021 18:01
Operator : VA/SY

Sample : M3026-10

Misc : 12.50G/5.00m1/MSVOA_D/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D071321S.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 6
R.T. EstConc Area Relative to ISTD R.T.
8.062 7.67 ug/l 365564  Pentafluorobenzene 7.973

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 80
2 4-Ethyl-4-methyl-5-methylene-[1,... 142 C7H1003 080956-52-1 50
3 1-Octene, 2-methyl- 126 CO9H18 004588-18-5 50
4 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 47
5 2,2,6,6-Tetramethylheptane 156 C11H24 040117-45-1 42
Abundance Scan 1044 (8.062 min): VD069713.D\data.ms (-1038) (-) m/z 56.00 100.00%
56.0
5000
P
I 85.0 7.80 8.00 8.20 8.40
‘\\\\i\\‘\‘ ‘H“\‘\“\‘H1“']\-]\-:\[.\0‘\\\\‘\\\\]_‘6\6\-\1\‘\\\\2‘9§.\8\ m/Z 57.05 68.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4476: Pentane, 2,3-dimethyl-
56.0 ]\\
20.0 7.80 8.00 8.20 8.40
m/z 43.05 65.52%
LA ) 580

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22485: 4-Ethyl-4-methyl-5-methylene-[1,3]dioxolan-2-on

=

56.0
7.80 8.00 8.20 8.40
5000 ITI/Z 41.00 50.93%
83.0
ol 130 ms0 1e0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13191: 1-Octene, 2-methyl- e ARHEERRNE R
56.0 7.80 8.00 8.20 8.40
m/z 71.05 38.05%
5000
29.0
|| Lo w0 A
et R R RN
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD071521\
Data File : VDO69713.D

Acq On : 15 Jul 2021 18:01
Operator : VA/SY

Sample : M3026-10

Misc : 12.50G/5.00m1/MSVOA_D/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D071321S.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 1
R.T. EstConc Area Relative to ISTD R.T.
8.185 15.17 ug/1l 722758  Pentafluorobenzene 7.973

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 72
3 Heptane 100 C7H16 000142-82-5 58
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 53
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 50
Abundance Scan 1065 (8.185 min): VD069713.D\data.ms (-1056) (-) m/z 43.00 100.00%
43.0
711
5000
100.2 7.80 8.00 8.20 8.40 8.60
el gl TPTA1TS 16780 7110 67.03%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4465: Hexane, 3-methyl-
43.0
71.0 /\
5000 ‘HH‘HH‘HH‘/\\\\/\\\JTH
7.80 8.00 8.20 8.40 8.60
m/z 70.10 63.36%
miz--> 20 40 60 80 100 120 140 160
Abundance #14542: Heptane, 3,4-dimethyl-
43.0
70.0 7.80 8.00 8.20 8.40 8.60
5000 m/z 57.10 59.97%
15.0 ‘ ‘ Il \‘ I 128.0
et
miz--> 20 40 60 80 100 120 140 160
Abundance #4463: Heptane EmaaE R
43.0 7.80 8.00 8.20 8.40 8.60
m/z 41.05 54.78%
5000 71.0
‘ ‘ | 100.0
L0 N N S A — SUVERRN B S/ Y
m/z--> 20 40 60 80 100 120 140 160 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\VD071521\
Data File : VDO69713.D

Acq On : 15 Jul 2021 18:01
Operator : VA/SY

Sample : M3026-10

Misc : 12.50G/5.00m1/MSVOA_D/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D071321S.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 unknown8.514 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.514 8.44 ug/l 465536  1,4-Difluorobenzene 8.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 49
2 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 47
3 Pentane, 3,3-diethyl- 128 C9H20 001067-20-5 43
4 Methane, isocyanato- 57 C2H3NO 000624-83-9 43
5 4-Bromoheptane 178 C7H15Br 000998-93-6 38

Abundance Scan 1121 (8.514 min): VD069713.D\data.ms (-1115) (-) m/z 57.00 100.00%
57.0

5000
‘ 09. ) 8.20 8.40 8.60 8.80
b b 28LD L sg.ee  37.93%
miz-> 50 100 150 200 250
Abundance #3733: 1-Hexene, 4-methyl-
57.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\’

8.20 8.40 8.60 8.80
m/z 41.00  28.41%

27,0,
‘ | 980
T T \ “ ‘ ‘\ “\ T T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #127949: Oxalic acid, isobutyl heptyl ester
57.0 AN

8.20 8.40 8.60 8.80

5000 m/z 55.10 15.07%
/W O U
miz--> 50 100 150 200 250
Abundance #14540: Pentane, 3,3-diethyl- T e
57.0 8.20 8.40 8.60 8.80

m/z 43.10 14.40%

5000
99.0
A
I
B

m/z--> 50 100 150 200 250 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD071521\
Data File : VDO69713.D

Acq On : 15 Jul 2021 18:01
Operator : VA/SY

Sample : M3026-10

Misc : 12.50G/5.00m1/MSVOA_D/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D071321S.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 1-Hexene, 4-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.773 5.82 ug/1 321169 1,4-Difluorobenzene 8.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 4-ethyl- 112 C8H16 016746-85-3 81
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
3 Propanoic acid, 2-methyl-, 3-met... 158 C9H1802 002050-01-3 53
4 Oxalic acid, allyl octyl ester 242 C13H2204 1000309-23-6 47
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 43

Abundance Scan 1335 (9.773 min): VD069713.D\data.ms (-1328) (-) m/z 70.10 100.00%

43.1 701
5000
95.0
T —T

9.50 10.00

I H‘d " 206.7

\\\‘\\\\“\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 43.16 96.14%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #7528:1-Hexene,4~ethyk
43.0 70.0
5000 R s

9.50 10.00
m/z 71.10 77.42%

TTT ‘ T M‘\ T ! T ‘\hl “ T ‘\‘ T ‘ w TTT ‘]\-:\L\Z\ ?\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTT1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8630: Heptane, 4-methyl-
9 M A

700 9.50 10.00
5000 m/z 55.00  64.89%
ssol Ll L mso
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35489: Propanoic acid, 2-methyl-, 3-methylbutyl ester e —
43.0 9.50 10.00
70.0 m/z 41.00 53.64%
5000
Lo L uso
\H‘w\HiHN‘HM‘\Hw‘\H‘\‘HH‘HH‘HH‘HH‘HH — L —
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD071521\
Data File : VDO69713.D

Acq On : 15 Jul 2021 18:01
Operator : VA/SY

Sample : M3026-10

Misc : 12.50G/5.00m1/MSVOA_D/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D071321S.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, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.973 10.56 ug/l 582088 1,4-Difluorobenzene 8.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 90
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 72
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 47
4 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 43
5 2-Pyrrolidinone, 4-methyl- 99 C5HO9NO 1000197-00-3 43

Abundance Scan 1369 (9.973 min): VD069713.D\data.ms (-1364) (-) m/z 57.00 100.00%
5

7.0
5000
99.1 T
LA o
et e e a0ge m/z 43.10 91.43%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8636: Heptane, 2-methyl-
57.0
5000 ‘10\00‘
29.0 :
99.0 m/z 41.00 57.18%
T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8643: Hexane, 2,5-dimethyl-
43.0
—
10.00
5000 ITI/Z 42.05 40.95%
71.0 99.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14546: Heptane, 2,5-dimethyl-
57.0 10.00
m/z 70.10  29.92%
5000
29,0‘ ‘ 99.0
el ek 28O
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_D\Data\VD071521\
Data File : VDO69713.D

Acq On : 15 Jul 2021 18:01
Operator : VA/SY

Sample : M3026-10

Misc : 12.50G/5.00m1/MSVOA_D/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D071321S.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, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

10.108 15.07 ug/l 830994  1,4-Difluorobenzene 8.861
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 83
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 53
4 Butanoic acid, 3-methyl-, butyl ... 158 C9H1802 000109-19-3 50
5 Pentanoic acid, butyl ester 158 C9H1802 000591-68-4 50

Abundance Scan 1392 (10.108 min): VD069713.D\data.ms (-1383) (-  m/z 43.05 100.00%

43.0 57.1
85.1
5000
— =
70.1 10.00 10.50
I I es2 1140 ;
\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\H‘\\\\’\\\\‘\\ m/z 57.19 88.984
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8631: Heptane, 3-methyl-
43.0
57.0
85.0
5000 T —
29.0 10.00 10.50
m/z 85.10 77.43%
114.0
so || | 0 | oo ™
\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\H‘\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8646: Hexane, 2,4-dimethyl-
43.0
57.0
85.0 10.00 10.50
5000 ITI/Z 56.00 64.61%
29.0 71.0
15.0 \‘ LI, iR \‘ \‘ 99.0 114.0
R e e Ea  aE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4490: Butane, 2,2,3-trimethyl- AR T
57.0 10.00 10.50
43.0 m/z 41.00 61.38%
85.0
5000
29.0
15.0 “ Q. 700 :
H‘H‘w‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘w‘u‘_‘u,u‘w“ — —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD071521\
Data File : VDO69713.D

Acq On : 15 Jul 2021 18:01
Operator : VA/SY

Sample : M3026-10

Misc : 12.50G/5.00m1/MSVOA_D/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D071321S.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 unknownl1®.520 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

10.520 5.65 ug/1 447204  Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octene, (E)- 112 C8H16 014919-01-8 41
2 2-Octene, (E)- 112 C8H16 013389-42-9 38
3 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 38
4 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 38
5 1,2-Cyclohexanedione 112 C6H802 000765-87-7 38

Abundance Scan 1462 (10.520 min): VD069713.D\data.ms (-1454) (- m/z 55.00 100.00%

55.0 95.0
5000
T \
‘ ‘ ‘ 195.9 207.0 10.50
el ML 125 2070, 9s.e5 94.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7500: 3-Octene, (E)-
41.0
5000 0.0 s AJ‘
: 10.50
112.0 m/z 41.00 73.11%
15.0M1’
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #7514: 2-Octene, (E)-
55.0
P ‘
10.50
5000 ITI/Z 83.10 61.93%
29.0 gap L1120
“‘ :
m/z--> 20 40 60 80 100 120 140 160 180 200 N\/\
Abundance #7667: cis-1-Butyl-2-methylcyclopropane S ‘
55.0 10.50
m/z 43.00 54.65%
5000
83.0 1120
H“H“JH‘ _\M‘ﬂ“W“‘W“‘W“H“‘H“H“‘H‘ =
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD071521\
Data File : VDO69713.D

Acq On : 15 Jul 2021 18:01
Operator : VA/SY

Sample : M3026-10

Misc : 12.50G/5.00m1/MSVOA_D/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D071321S.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 Heptane, 2,5-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.044 5.67 ug/1 448579  Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 59
2 Heptane, 1,1'-oxybis- 214 C14H3e0 000629-64-1 59
3 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 58
4 Carbonic acid, butyl heptyl ester 216 C12H2403 1000314-63-4 53
5 Hexane, 4-ethyl-2-methyl- 128 C9H20 003074-75-7 50

Abundance Scan 1551 (11.044 min): VD069713.D\data.ms (-1540) (- m/z 57.05 100.00%
57.0

T \
M 9‘.7.1 128.0 1100
H\‘HH‘HM\H‘\\\”N\‘\H‘\\”H‘\\\.\‘\\\\‘\\\\‘\\\\2‘0\?.\8\ m/Z 41.10 45.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14559: Heptane, 2,5-dimethyl-
57.0
5000 —— ‘
11.00
m/z 55.05 35.10%
29.0 99.0
\\\‘\‘\‘\\‘i‘\\\““\\‘H\\‘\‘\\\“‘\\\\]‘-\2}8\.(\)‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92373: Heptane, 1,1'-oxybis-
57.0
T \
11.00
5000 ITI/Z 56.00 34.03%
97.0
“ L 1290 171.0
A e L R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14545: Heptane, 3,5-dimethyl- —
57.0 11.00
m/z 43.05 31.90%
5000
29.0 99.0
S 1 JUA
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD071521\
Data File : VDO69713.D

Acq On : 15 Jul 2021 18:01
Operator : VA/SY

Sample : M3026-10

Misc : 12.50G/5.00m1/MSVOA_D/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D071321S.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 1-Heptanol, 2-propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.420 10.71 ug/l 847270  Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol, 2-propyl- 158 C10H220 010042-59-8 59
2 Octane, 4-methyl- 128 C9H20 002216-34-4 53
3 2,3-Dimethyldecane 170 C12H26 017312-44-6 53
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 50
5 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 47

Abundance Scan 1615 (11.420 min): VD069713.D\data.ms (-1606) (-  m/z 43.10 100.00%

H ‘ ‘ 1150
97.0 126.0 :
w_m‘;mm"wHH_‘H_H““““““1‘997‘”” m/z 41.00 47.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34631: 1-Heptanol, 2-propyl-
43.0
5000 T T
11.50
97.0 m/z 57.05 47.42%
15.0 ‘ ‘\ h‘\ ylll “ “ \1260\
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14533: Octane, 4-methyl-
43.0
T
11.50
5000 ITI/Z 71.10 46.70%
71.0
B N YT N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45486: 2,3-Dimethyldecane —
43.0 11.50
71.0 m/z 85.10 33.32%
5000
126.0
ol L 44T A A,
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD071521\
Data File : VDO69713.D

Acq On : 15 Jul 2021 18:01
Operator : VA/SY

Sample : M3026-10

Misc : 12.50G/5.00m1/MSVOA_D/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D071321S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 3-Undecene, 6-methyl-, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.520 6.45 ug/l 510216 Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Undecene, 6-methyl-, (E)- 168 C12H24 074630-52-7 59
2 Octane, 3-methyl- 128 C9H20 002216-33-3 58
3 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 53
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 50

Abundance Scan 1632 (11.520 min): VD069713.D\data.ms (-1627) (- m/z 57.05 100.00%
57.0

‘ ‘ 98.0 ‘11‘50‘ I
126.1 :
\\\‘\H\‘M\H““\HM\\“”H\‘\“‘\H\‘\‘M\‘HH‘HH‘HHZ‘Q\?\.?\ m/Z 41.05 35.61%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43550: 3-Undecene, 6-methyl-, (E)-
57.0
5000 —— ‘
11.50
m/z 43.05 25.44%
29.0
98.0
\\\‘\‘\‘\\“‘\\\““‘\‘}H‘\\‘w\\\“‘\\}]\-‘2\5\.\0\[\\\\]‘-\6}8\.\0‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14528: Octane, 3-methyl-
57.0
T \
11.50
5000 ITI/Z 56.05 24.74%
29.0 ‘ 98.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #111484: Carbonic acid, isobutyl 2-ethylhexyl ester P ‘
57.0 11.50
m/z 70.00 22.46%
5000
29.0‘ 830 1120
B R A
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@71521\
Data File : VDO69713.D

Acqg On : 15 Jul 2021 18:01
Operator : VA/SY

Sample : M3026-10

Misc : 12.50G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D071321S.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... 8.062 7.7 ug/l 365564 1 7.973 2381620 50.0
Hexane, 3-methyl- 8.185 15.2 wug/l 722758 1 7.973 2381620 50.0
unknown8.514 8.514 8.4 ug/l 465536 2 8.861 2757290 50.0
1-Hexene, 4-ethyl- 9.773 5.8 ug/l 321169 2  8.861 2757290 50.0
Heptane, 2-methyl-  9.973 10.6 wug/l 582088 2  8.861 2757290 50.0
Heptane, 3-methyl- 10.108 15.1 ug/1 830994 2  8.861 2757290 50.0
unknown10.520 10.520 5.7 wug/l 447204 3 11.638 3954180 50.0
Heptane, 2,5-di... 11.044 5.7 wug/l 448579 3 11.638 3954180 50.0
1-Heptanol, 2-p... 11.420 10.7 wug/l 847270 3 11.638 3954180 50.0
3-Undecene, 6-m... 11.520 6.5 wug/l 510216 3 11.638 3954180 50.0
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