LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@41521\
Data File : VY004436.D

Acqg On : 15 Apr 2021 13:01
Operator : SY/MD

Sample : M2047-06

Misc : 7.85G/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\82Y041221S.M

Title : SW846 8260

Signal : TIC: VY@04436.D\data.ms

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

# min  scan scan scan TY height area % max. total

1 2.077 35 42 61 rBV 2330412 4659899 1.06% 0.075%
2 2.247 61 70 100 rVV 8535651 18171580 4.12% 0.291%
3 2.900 167 177 226 rBV 28739333 205804629 46.64%  3.300%
4 3.247 226 234 236 rBV3 27871407 53948421 12.23% ©0.865%
5 3.448 263 267 283 rVB2 1880719 6002658 1.36% 0.096%
6 3.704 300 309 337 rVB 9855100 35797452 8.11% 0.574%
7 3.966 337 352 434 rVB 8581299 52166065 11.82% 0.836%
8 4.607 440 457 462 rBV4 1416740 6030805 1.37% 0.097%
9 4.832 463 494 548 rVB7 34241720 436357172 98.89% 6.997%
106 5.289 549 569 605 rBV3 30494011 271938346 61.63% 4.360%
11 5.588 607 618 635 rVB 5779789 28528397 6.47% 0.457%
12 5.801 635 653 671 rBV2 29295651 224877732 50.96% 3.606%
13 6.131 695 707 721 rBV 16243492 79400625 17.99% 1.273%
14 6.271 721 730 765 rVB 11783189 62832360 14.24% 1.007%
15 6.576 765 780 794 rBV2 18036434 105671215 23.95% 1.694%
16 6.850 795 825 885 rVB5 35428319 441241883 100.00% 7.075%
17 7.387 902 913 922 rBV3 2192686 9887967 2.24% 0.159%
18 7.557 923 941 960 rVVv4 22015751 131466609 29.79%  2.108%
19 7.856 970 990 1000 rBV5 37778960 316586869 71.75% 5.076%
20 8.094 1014 1029 1045 rVB8 37927983 263269356 59.67% 4.221%
21 8.368 1056 1074 1076 rBV5 35391429 179884109 40.77% 2.884%
22 8.606 1102 1113 1124 rVB4 34268726 170376546 38.61% 2.732%
23 8.740 1124 1135 1153 rBV4 35832146 183720906 41.64% 2.946%
24  8.892 1154 1160 1166 rVB 6345230 15375224 3.48% 0.247%
25 8.996 1167 1177 1198 rVB5 19960757 108115383 24.50% 1.734%
26 9.222 1198 1214 1218 rBV5 48965213 225019182 51.00% 3.608%
27  9.411 1236 1245 1252 rBV2 24269325 74398203 16.86% 1.193%
28 9.502 1252 1260 1269 rBV3 19020620 66136250 14.99% 1.060%
29 9.654 1276 1285 1294 rBV6 24234442 96782597 21.93% 1.552%
30 9.801 1294 1309 1314 rBV5 18811762 96217982 21.81% 1.543%
31 10.020 1334 1345 1354 rBV4 26645424 120117570 27.22%  1.926%
32 10.228 1372 1379 1391 rVB4 33375329 144618727 32.78% 2.319%
33 10.410 1391 1409 1417 rBV5 36503141 197981657 44.87% 3.174%
34 10.648 1441 1448 1457 rBV6 32092661 102993740 23.34% 1.651%
35 10.740 1459 1463 1471 rVB3 14070546 36239852 8.21% ©0.581%

36 10.849 1472 1481 1488 rBV4 17422020 68506785 15.53% 1.098%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@41521\
Data File : VY004436.D

Acqg On : 15 Apr 2021 13:01
Operator : SY/MD

Sample : M2047-06

Misc : 7.85G/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\82Y041221S.M

Title : SW846 8260

37 10.947 1491 1497 1504 rBV 13552914 37920178 8.59% 0.608%
38 11.130 1523 1527 1533 rVB 15926342 33841602 7.67% ©.543%
39 11.331 1551 1560 1568 rVB9 34861280 133939082 30.36% 2.148%
40 11.429 1568 1576 1586 rVB2 31504900 102021389 23.12% 1.636%

41 11.538 1588 1594 1598 rBV4 8699327 19639318 4.45% 0.315%
42 11.611 1599 1606 1608 rBV4 35769408 82155835 18.62% 1.317%
43 11.727 1618 1625 1626 rBV3 32490986 62904930 14.26% 1.009%
44 11.861 1644 1647 1651 rBv4 2907501 5192497 1.18% ©.083%
45 11.959 1652 1663 1668 rBV5 9416646 29075735 6.59%  0.466%

46 12.038 1668 1676 1686 rBV5 31442874 112990939 25.61% 1.812%
47 12.148 1690 1694 1698 rVB 16027085 29088909 6.59% 0.466%
48 12.221 1698 1706 1710 rBV3 20993879 54884638 12.447%  0.880%
49 12.349 1722 1727 1732 rBV 22109198 44585285 10.10% 0.715%
50 12.538 1754 1758 1762 rVV 12765488 19270953 4.37% ©0.309%

51 12.581 1762 1765 1771 rVB4 7260842 13133874 2.98% 0.211%
52 12.684 1773 1782 1788 rBV2 36582068 95363856 21.61% 1.529%
53 12.782 1788 1798 1801 rVV 36579871 93407718 21.17% 1.498%
54 12.819 1801 1804 1810 rVV3 37678537 70147962 15.90% 1.125%
55 12.873 1810 1813 1818 rVB4 5558330 8754020 1.98% ©.140%

56 12.983 1823 1831 1838 rBV2 40706831 97344267 22.06% 1.561%
57 13.050 1838 1842 1848 rVB2 8150453 12896460 2.92% 0.207%
58 13.136 1849 1856 1861 rBV2 44508463 97343809 22.06% 1.561%
59 13.257 1868 1876 1880 rBV5 6810554 18160570 4.12% 0.291%
60 13.325 1882 1887 1891 rVV2 8105405 13736692 3.11% 0.220%

61 13.367 1891 1894 1898 rVV2 5812504 9472786 2.15% ©.152%
62 13.465 1902 1910 1915 rVV 27428517 48921510 11.09% ©.784%
63 13.507 1915 1917 1924 rVB2 3974414 5287978 1.20% 0.085%
64 13.599 1926 1932 1934 rBV 10178153 16948723 3.84% 0.272%
65 13.629 1934 1937 1941 rVV2 27435744 45551514 10.32% ©0.730%

66 13.672 1941 1944 1953 rVB3 13819626 31106733 7.05%  ©0.499%
67 13.757 1953 1958 1962 rBV2 10465279 15510582 3.52% 0.249%
68 13.824 1962 1969 1975 rBV 7161658 11084596 2.51% ©0.178%
69 13.885 1975 1979 1982 rBV 6411077 9890702 2.24% 0.159%
70 13.916 1982 1984 1989 rVB 5993646 7634034 1.73% 0.122%

71 13.977 1989 1994 1999 rVB 17150028 25413238 5.76%  ©.407%
72 14.080 2007 2011 2017 rVB2 13287215 21237863 4.81% 0.341%
73 14.215 2027 2033 2037 rBV3 3195965 5784616 1.31% ©.093%
74 14.294 2038 2046 2050 rVV2 6384882 12049347 2.73% ©0.193%
75 14.337 2050 2053 2057 rVB 4720364 6329441 1.43% 0.101%

76 14.568 2087 2091 2095 rVV2 5168526 8779414 1.99% 0.141%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@41521\
Data File : VY004436.D

Acqg On : 15 Apr 2021 13:01
Operator : SY/MD

Sample : M2047-06

Misc : 7.85G/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\82Y041221S.M
Title : SW846 8260

77 14.611 2095 2098 2103 rVB2 3259430 4495006 1.02% 0.072%
78 14.684 2103 2110 2115 rBV3 7402965 16556823 3.75%  ©.265%
79 15.239 2190 2201 2206 rVB 2887492 5659355 1.28% 0.091%

Sum of corrected areas: 6236639532
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041521\
Data File : VY004436.D

Acqg On : 15 Apr 2021 13:01
Operator : SY/MD

Sample : M2047-06

Misc : 7.85G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M
Quant Title : SW846 8260

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

Abundance TIC: VY004436.D\data.ms

5e+07
4e+07
4.832

3e+07 2.900 3.247

2e+07

1e+07 2.247 3.704 3 966

2077]\\¥ 448
AN

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
Abundance TIC: VY004436.D\data.ms

o

11./h2

9.222 , 11.331 11.61
5e+07 10.410

4e+07
850

3e+07

7.557
2e+07

le+07

07— —T T —T —T T T — — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY004436.D\data.ms

5e+07
4e+07
3e+07
2e+07

1le+07

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041521\
Data File : VY004436.D

Acqg On : 15 Apr 2021 13:01
Operator : SY/MD

Sample : M2047-06

Misc : 7.85G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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 unknownl1©.410 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.410 504.04 ug/l 197982000 Chlorobenzene-d5 11.508
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 47
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 43
3 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 38
4 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1000309-37-4 35
5 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 35

Abundance Scan 1409 (10.410 min): VY004436.D\data.ms (-1391) (- m/z 43.10 100.00%

43.1 85.1
5000
114.2 R
LU o
Obrrrrrralboblgll b 21491 1910 28LO 40 g5 19 94.84%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7620: Octane
5000 UK
10.50
85.0 m/z 41.10  59.65%
FERRETY
O\H‘H‘\\‘HH\’\\HM\H‘H\‘\‘HH‘\H\’HH’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12695: Heptane, 2,4-dimethyl-
43.0
——
10.50
5000 ITI/Z 57.10 52.08%
85.0
SR I T S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12683: Heptane, 2,3-dimethyl- 7
43.0 10.50
m/z 71.10  49.20%
h Il \/\ijy,/\vwx/j\/\
m/z--> 20 40 60 80 100120140160180200220240260280 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041521\
Data File : VY004436.D

Acqg On : 15 Apr 2021 13:01
Operator : SY/MD

Sample : M2047-06

Misc : 7.85G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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 2 Cyclohexane, 1,3-dimethyl-,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.648 262.21 ug/l 102994000 Chlorobenzene-d5 11.508
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 58
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 58
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 52
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 52
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 52

Abundance Scan 1448 (10.648 min): VY004436.D\data.ms (-1441) (- m/z 97.10 100.00%

97.1
55.1
5000
= 1
H‘ ‘ H ‘ ‘ 10.50 11.00
ol iyl j1282  177.1 23492651 m/z 95.10  64.14%
miz--> 50 100 150 200 250
Abundance #6821: Cyclohexane, 1,3-dimethyl-, trans-
53.0 97.0
5000 —= s
10.50 11.00
m/z 55.10 61.41%
O \2\5H\O ‘}h ‘h‘\ hh‘ \‘H T H‘ \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #6805: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0
—r —
10.50 11.00
5000 m/z 112.15  39.89%
01‘5"0‘”‘ ‘\‘\‘ \\h H‘hh : ‘\‘ b e e e
miz--> 50 100 150 200 250
Abundance #6820: Cyclohexane, 1,2-dimethyl-, trans- — =
55.0 97.0 10.50 11.00
m/z 81.10 35.22%
5000 M
AL L TR W S
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041521\
Data File : VY004436.D

Acqg On : 15 Apr 2021 13:01
Operator : SY/MD

Sample : M2047-06

Misc : 7.85G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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 Sulfurous acid, hexyl penta... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.740 92.26 ug/l 36239900 Chlorobenzene-d5 11.508
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 50
2 Sulfurous acid, hexyl nonyl ester 292 C15H3203S 1000309-13-1 50
3 2-Pentanone, 3-ethyl-3-methyl- 128 C8H160 019780-65-5 47
4 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 47
5 Oxalic acid, diisohexyl ester 258 C14H2604 1000309-32-9 47
Abundance Scan 1463 (10.740 min): VY004436.D\data.ms (-1459) (- m/z 43.10 100.00%
3.1
85.1
5000
— —
128.2 ) 10.50 11.00
Obrrrereafbrh bl b 22 150.21802 2665 y/; g5 19 79.54%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #200446: Sulfurous acid, hexyl pentadecyl ester
43.0 85.0
5000 e !
10.50 11.00
m/z 68.10 40.17%
NN H\ | 11301410 1802110 2630
\H’HH’H\\‘HH‘\\H‘HH’HH’HH‘HH‘\\H‘HH’HH’HH‘HH
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #137565: Sulfurous acid, hexyl nonyl ester
85.0
—— —
43.0 10.50 11.00
5000 m/z 41.10 34.74%
127.0
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #12624: 2-Pentanone, 3-ethyl-3-methyl- 7 —
43.0 10.50 11.00
m/z 71.10 30.47%
5000 85.0 \JJ/\/V\//\/\/M\VJ/
oty | o S
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041521\
Data File : VY004436.D

Acqg On : 15 Apr 2021 13:01
Operator : SY/MD

Sample : M2047-06

Misc : 7.85G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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 Heptane, 2,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.849 174.41 ug/1 68506800 Chlorobenzene-d5 11.508
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 91
2 Nonane 128 C9H20 000111-84-2 58
3 Hydroxylamine, O-decyl- 173 C1OH23NO 029812-79-1 53
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 50
5 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 47

Abundance Scan 1481 (10.849 min): VY004436.D\data.ms (-1472) (- m/z 43.10 100.00%

3.1
5000
85.1
: —

I
‘ 12*‘3-2 ’ 10.50 11.00
Obrrrrctb b by L | 16331022 2811 .00 57.10  o4.50%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12681: Heptane, 2,6-dimethyl-
43.0
5000 - —
10.50 11.00
m/z 71.10 61.14%
||| |00
O\‘H‘H"\\‘\‘\\\\‘\\H‘H\\‘\H\‘\\\\‘\\H‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12663: Nonane
43.0
— —
10.50 11.00
5000 m/z 41.10 54.84%
85.0
L] e
O‘MMW“wHH_H‘_HWHH‘HH_HW‘HWHH_‘H_HWH‘WH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #40489: Hydroxylamine, O-decyl- “ —
43.0 10.50 11.00

m/z 42.10 31.50%

5000

M ‘ \H | ., 140.0 173.0

L

m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00

[o¢]
[&]
o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041521\
Data File : VY004436.D

Acqg On : 15 Apr 2021 13:01
Operator : SY/MD

Sample : M2047-06

Misc : 7.85G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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 Heptane, 3,5-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.947 96.54 ug/l 37920200 Chlorobenzene-d5 11.508
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 86
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 86
3 Octane, 3-methyl- 128 C9H20 002216-33-3 47
4 Pentane, 3,3-diethyl- 128 C9H20 001067-20-5 43
5 1-Hexanol, 2,2-dimethyl- 130 C8H180 002370-13-0 38

Abundance Scan 1497 (10.947 min): VY004436.D\data.ms (-1491) (- m/z 57.10 100.00%
57.1

5000
99.1
—=
11.00
128.2 .
Ol bl i 07 1622192.2 2352 2810 u,; 43,10 34.48%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12702: Heptane, 3,5-dimethyl-
57.0
5000 T
11.00
m/z 41.10 33.22%
2ol ||
O\H‘\‘\\\“‘\H‘\"H“H’HH“HH‘H\.\‘H\\‘\H\’HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12686: Heptane, 2,5-dimethyl-
57.0
——
11.00
5000 ITI/Z 99.10 28.64%
99.0
27,0
e O T . S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12669: Octane, 3-methyl- T
57.0 11.00
m/z 56.10  22.39%
b W
98.0
27,0
m/z--> 20 40 60 80 100120140160180200220240260280 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041521\
Data File : VY004436.D

Acqg On : 15 Apr 2021 13:01
Operator : SY/MD

Sample : M2047-06

Misc : 7.85G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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 unknownll.331 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.331 341.00 ug/l 133939000 Chlorobenzene-d5 11.508
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 43
2 2-Pyrazoline, 1-isopropyl-5-methyl- 126 C7H14N2 026964-54-5 38
3 2-Propanamine, N,N'-methanetetra... 126 C7H14N2 000693-13-0 35
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 35
5 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 30

Abundance Scan 1560 (11.331 min): VY004436.D\data.ms (-1551) (-  m/z 111.10 100.00%

711 1111
s000{ 411
— ——
‘ h | ‘H ‘ 11.00 11.50
ob bl digly WL 1682 2092 253.0282. 4/, 71,16 88.1e%
miz--> 50 100 150 200 250
Abundance #12671: Octane, 2-methyl-
43.0
5000 — =
11.00 11.50
85.0 m/z 69.10 74.58%
LT s
O\\‘\\“‘\‘i\\‘\‘\‘\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #11245: 2-Pyrazoline, 1-isopropyl-5-methyl-
111.0
69'0 ‘ T T ‘ T
11.00 11.50
5000 m/z 84.18  54.90%
27.0 ‘
obbdle e g A
miz--> 50 100 150 200 250
Abundance #11250: 2-Propanamine, N,N'-methanetetraylbis- P —
69.0 11.00 11.50
m/z 85.10 54.58%
5000
111.0
39P
O e —— —— o Ce
m/z--> 50 100 150 200 250 11.00 11.50

82Y041221S.M Fri Apr 16 16:33:08 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041521\
Data File : VY004436.D

Acqg On : 15 Apr 2021 13:01
Operator : SY/MD

Sample : M2047-06

Misc : 7.85G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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 Octane, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.429 259.74 ug/l 102021000 Chlorobenzene-d5 11.508
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 72
2 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 59
3 Piperidine, 4-methyl- 99 C6H13N 000626-58-4 59
4 Octane, 2,3-dimethyl- 142 C1eH22 007146-60-3 59
5 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 53

Abundance Scan 1576 (11.429 min): VY004436.D\data.ms (-1568) (-  m/z 57.10 100.00%
1

57
98.1
5000
s
128.2 . :
ob— J i H widy | 158.1188.2 2244 281l. 47 98.18  56.28%
miz--> 50 100 150 200 250
Abundance #12669: Octane, 3-methyl-
57.0
5000 T
11.50
98.0 m/z 41.10 45.01%
27.0‘ :
O T T “\ ‘f‘ ‘M\ ‘U T T h‘ \1\28\0\ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #38342: Decane, 2,5-dimethyl-
57.0
—r
11.50
5000 m/z 43.10 33.69%
27,0 980
oL g | as001700
m/z--> 50 100 150 200 250
Abundance #3542: Piperidine, 4-methyl- —
56.0 98.0 11.50
m/z 56.10 33.30%
h W
oA
ol LY o
m/z--> 50 100 150 200 250 11.50

82Y041221S.M Fri Apr 16 16:33:08 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041521\
Data File : VY004436.D

Acqg On : 15 Apr 2021 13:01
Operator : SY/MD

Sample : M2047-06

Misc : 7.85G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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 Cyclooctene, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.221 139.73 ug/l 54884600 Chlorobenzene-d5 11.508
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctene, 3-methyl- 124 C9H16 013152-05-1 81
2 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 74
3 Cyclohexene, 4-propyl- 124 C9H16 013487-64-4 50
4 1H-Indene, octahydro-, trans- 124 C9H1le6 003296-50-2 49
5 1-Methylcyclooctene 124 C9H16 000933-11-9 45

Abundance Scan 1706 (12.221 min): VY004436.D\data.ms (-1698) (- m/z 81.10 100.00%

81.1
5000 411
124.1 T T
‘ ‘ H ‘ 12.00 12.50
0 b L AT7L 20712350 m/z 67.10 90.23%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #10648: Cyclooctene, 3-methyl-
67.0
5000 — —
39.0 96.0 12.00 12.50
1240 m/z 82.10 57.26%
O' ‘\\““\\‘\‘\“\\‘\\‘!‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #10701: Pentalene, octahydro-2-methyl-
81.0
— —
12.00 12.50
5000 41.0 m/z 57.10 52.49%
H 124.0
o‘H_‘wNwMNMWMHMHVWMH‘HH_‘H_H‘_HW‘HWH‘WH
m/z--> 20 40 60 80 100120140160 180 200220 240 260
Abundance #10651: Cyclohexene, 4-propyl- 7 7
540 81.0 12.00 12.50
m/z 71.10 46.85%
5000
27.0 124.0
m/z--> 20 40 60 80 100120140160 180200 220240260 12.00 12.50

82Y041221S.M Fri Apr 16 16:33:09 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041521\
Data File : VY004436.D

Acqg On : 15 Apr 2021 13:01
Operator : SY/MD

Sample : M2047-06

Misc : 7.85G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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 2,3-Heptadien-5-yne, 2,4-di... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.983 99.49 ug/l 97344300 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Heptadien-5-yne, 2,4-dimethyl- 120 C9H12 041898-89-9 90
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 81
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 81
4 1,3-Cyclopentadiene, 5-(1-methyl... 120 C9H12 003141-02-4 80
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 80

Abundance Scan 1831 (12.983 min): VY004436.D\data.ms (-1823) (- m/z 105.10 100.00%
1

05.1
5000
65‘-0“ ‘ 13.00
ol 38LL L Ll W 156218912203 2598 /7 126.16  75.92%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9446: 2,3-Heptadien-5-yne, 2,4-dimethyl-
105.0
5000 L
65.0 13.00
‘ ' m/z 91.10 32.38%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
13.00
5000 ITI/Z 77 .05 30.39%
39.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9423: Benzene, 1-ethyl-3-methyl- =
105.0 13.00
m/z 79.05 26.34%
- ﬂv\/\/k\J\A/\&Afy\ﬂ
39.0
o‘H‘m"\umu,mﬂ‘m““uw‘m‘wH‘w‘H‘,‘H‘,wwwwww —
m/z--> 20 40 60 80 100120140160180200220240260280 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@41521\
Data File : VY004436.D

Acqg On : 15 Apr 2021 13:01
Operator : SY/MD

Sample : M2047-06

Misc : 7.85G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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|
unknown10.410 10.410 504.0 ug/l 197982000 3 11.508 19639300 50.0
Cyclohexane, 1,... 10.648 262.2 ug/l 102994000 3 11.508 19639300 50.0
Sulfurous acid,... 10.740 92.3 ug/l 36239900 3 11.508 19639300 50.0
Heptane, 2,6-di... 10.849 174.4 ug/l 68506800 3 11.508 19639300 50.0
Heptane, 3,5-di... 10.947 96.5 ug/l 37920200 3 11.508 19639300 50.0
unknown11.331 11.331 341.0 ug/1l 133939000 3 11.508 19639300 50.0
Octane, 3-methyl- 11.429 259.7 ug/l 102021000 3 11.508 19639300 50.0
Cyclooctene, 3-... 12.221 139.7 ug/l 54884600 3 11.508 19639300 50.0
2,3-Heptadien-5... 12.983 99.5 ug/l 97344300 4 13.434 48921500 50.0
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