LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY052721\
Data File : VY004904.D

Acqg On : 27 May 2021 16:33
Operator : SY/MD

Sample : M2535-07

Misc : 4.87G/5ML/MSVOA_Y/SOIL

ALS Vvial : 16 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@04904.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.795 974 980 989 rVB 365861 861157 1.61% 0.220%
2 8.331 1059 1068 1078 rVB 914529 2206361 4.13% 0.563%
3 8.697 1119 1128 1139 rBV 594790 1167439 2.18% 0.298%
4 9.191 1196 1209 1214 rBV2 241728 539699 1.01% 0.138%
5 9.618 1271 1279 1290 rVB 1149921 2260253 4.23% 0.576%
6 9.752 1290 1301 1308 rBV 2587585 5196607 9.72% 1.325%
7 9.947 1325 1333 1348 rBV3 846266 1977191 3.70% 0.504%
8 10.118 1348 1361 1366 rVV 1141378 2073406 3.88% 0.529%
9 10.185 1366 1372 1384 rVB 1092106 2015639 3.77% 0.514%
10 10.636 1437 1446 1454 rBV2 304061 800453 1.50% 0.204%
11 10.904 1485 1490 1498 rBV 338127 641116 1.20% 0.164%
12 11.093 1515 1521 1526 rBV 672621 1132446 2.12% 0.289%
13 11.282 1543 1552 1563 rVB4 1023949 2668957 4.99% 0.681%
14 11.380 1563 1568 1573 rBV 780291 1355567 2.53% 0.346%
15 11.489 1578 1586 1591 rBV2 1522002 3459294 6.47% ©.882%
16 11.538 1591 1594 1596 rVV 411800 628500 1.18% 0.160%
17 11.569 1596 1599 1606 rVB2 715597 1110465 2.08% 0.283%
18 11.703 1612 1621 1625 rBV4 654770 1760248 3.29%  0.449%
19 11.745 1625 1628 1639 rVB3 969101 1993005 3.73% 0.508%
20 11.941 1655 1660 1664 rBV2 472760 709007 1.33% 0.181%
21 12.008 1664 1671 1677 rVV3 727583 1419954 2.66% 0.362%
22 12.123 1682 1690 1695 rVB2 1267548 2497388 4.67% 0.637%
23 12.203 1697 1703 1705 rBV3 591732 987172 1.85% 0.252%
24 12.239 1705 1709 1714 rVB3 682832 1219506 2.28% 0.311%
25 12.392 1725 1734 1735 rBV5 419311 1003642 1.88% 0.256%

26 12.416 1735 1738 1740 rVV 650739 878012 1.64%
27 12.465 1740 1746 1753 rVB 9331065 15618634 29.20%
28 12.526 1753 1756 1759 rBV 764054 945424  1.77%
29 12.575 1759 1764 1768 rVB3 785709 1488041 2.78%
30 12.629 1768 1773 1783 rVB3 2823119 7099999 13.28%

RPOOWO
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=
R

31 12.739 1783 1791 1794 rBV3 909857 1773945
32 12.837 1798 1807 1814 rBV2 2370080 6343110 1
33 12.953 1822 1826 1830 rBV3 453344 803539
34 13.007 1831 1835 1837 rVV2 977910 1478932
35 13.044 1837 1841 1842 rVV 3818143 5119372
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36 13.074 1842 1846 1851 rVV 13522029 20624172 38.56% 5.260%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY052721\
Data File : VY004904.D

Acqg On : 27 May 2021 16:33
Operator : SY/MD

Sample : M2535-07

Misc : 4.87G/5ML/MSVOA_Y/SOIL

ALS Vvial : 16 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 13.123 1851 1854 1858 rVB 1707468 2434760 4.55% 0.621%
38 13.178 1858 1863 1869 rBV 5302004 8337451 15.59% @ 2.126%
39 13.288 1873 1881 1890 rBV 23579452 41154618 76.95% 10.496%
40 13.361 1890 1893 1896 rBV2 1862200 2490859 4.66% 0.635%

41 13.404 1896 1900 1903 rVV 3824466 5961262 11.15% 1.520%
42 13.440 1903 1906 1908 rVV2 3114242 4549960 8.51% 1.160%
43 13.483 1908 1913 1923 rVB 23434382 53479719 100.00% 13.639%
44 13.568 1923 1927 1928 rBV2 494132 658958 1.23% 0.168%
45 13.599 1929 1932 1933 rBV 491568 572799 1.07% ©.146%

46 13.648 1933 1940 1947 rVV 10161125 18232939 34.09% 4.650%

47 13.757 1955 1958 1960 rBV2 685024 972722 1.82% ©.248%
48 13.788 1960 1963 1966 rVv2 2207723 3572292 6.68% ©0.911%
49 13.830 1966 1970 1975 rVB 3106266 5526344 10.33% 1.409%
50 13.916 1981 1984 1987 rVB3 952717 1134841 2.12% 0.289%
51 13.971 1987 1993 1994 rVV2 2103557 3305215 6.18% 0.843%
52 13.995 1995 1997 2007 rVB3 4492872 9399807 17.58% 2.397%
53 14.080 2007 2011 2014 rBV2 1188432 1746362 3.27%  0.445%
54 14.160 2015 2024 2033 rBV4 2986469 8770733 16.40%  2.237%
55 14.245 2033 2038 2041 rBV3 1199728 2242924  4.19% ©.572%
56 14.282 2041 2044 2046 rVv4 823427 1091853 2.04% 0.278%

57 14.318 2047 2050 2056 rVVv2 1574753 2692128 5.03% 0.687%
58 14.391 2056 2062 2071 rVB3 16186807 34678915 64.84%  8.844%
59 14.471 2071 2075 2079 rVB4 576510 941306 1.76% 0.240%

60 14.525 2079 2084 2088 rBV 2290647 3680410 6.88% 0.939%
61 14.568 2088 2091 2096 rVB4 1992054 2928979 5.48% ©.747%
62 14.617 2096 2099 2101 rBV2 782147 1069417 2.00% 0.273%
63 14.684 2106 2110 2113 rBV3 870931 1602641 3.00% 0.409%
64 14.727 2113 2117 2124 rVB4 1949065 4220516 7.89% 1.076%
65 14.818 2125 2132 2136 rBV2 1669550 3585027 6.70% 0.914%
66 14.946 2149 2153 2156 rBV2 897968 1250464 2.34% 0.319%
67 14.989 2156 2160 2161 rBV3 553585 723120 1.35% ©.184%
68 15.056 2167 2171 2175 rVB3 1245319 1945733 3.64%  ©.496%
69 15.172 2181 2190 2194 rBV5 2452050 7150685 13.37%  1.824%
70 15.227 2194 2199 2205 rVB2 6797902 12601959 23.56%  3.214%
71 15.391 2215 2226 2237 rBV3 2299370 7959593 14.88% 2.030%
72 15.519 2242 2247 2249 rBV 1491509 2603287 4.87% 0.664%
73 15.611 2259 2262 2267 rVB4 548383 785538 1.47% ©.200%
74 15.714 2275 2279 2290 rVB 1617659 3769769 7.05% 0.961%
75 15.812 2291 2295 2300 rBvV2 819089 1292643 2.42% ©.330%

76 15.903 2302 2310 2318 rVB 5144461 10168076 19.01% 2.593%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY052721\
Data File : VY004904.D

Acqg On : 27 May 2021 16:33
Operator : SY/MD

Sample : M2535-07

Misc : 4.87G/5ML/MSVOA_Y/SOIL

ALS Vvial : 16 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 15.976 2319 2322 2324 rBV3 362263 545177 1.02% ©.139%
78 16.037 2329 2332 2336 rVB 1051038 1576982 2.95%  0.402%
79 16.251 2362 2367 2371 rBV 612881 1198915 2.24% 0.306%
80 16.306 2371 2376 2385 rVB3 912815 2377025 4.44% 0.606%

81 16.488 2401 2406 2420 rVB2 430791 1261993 2.36% ©.322%

Sum of corrected areas: 392104368
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY052721\
Data File : VY004904.D

Acqg On : 27 May 2021 16:33
Operator : SY/MD

Sample : M2535-07

Misc : 4.87G/5ML/MSVOA_Y/SOIL

ALS vial : 16 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: VY004904.D\data.ms
2e+07
1.5e+07
1le+07
5000000
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
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: VY004904.D\data.ms
2e+07
1.5e+07
1le+07
5000000
9.752 g
7.795 8.331  8.607 o101 618/\29 oHANTES 10,636 109041 0981 ﬁé&ﬂg@%
ol+—— e L e e e R
Time--> 7.00 7.50 8.00 8.50 9.00 9 50 10. OO 10.50 11.00 11.50
Abundance TIC: VY004904.D\data.ms
13.2883.483
2e+07
14.391
1.5e+07 13.074
13.648
1e+07 12.465
15. 227
3 17 15.903
5000000 13.084) [12£9%0 ||13830 714 1 L 15.1 2
12.6292.837 ~v , 3 ‘A\I S ! 115 E‘£“=‘ ." 15 391 &% 8 g
N ‘ 14.060 .'. 2
1138853 5e2 AAEBED. 799 335" ‘ Jea A A i“n ~ lA 10160900, 488
0 T ‘ T T ‘ T T [ ‘ T T ‘ T T ’ T T ‘ T T ‘ T ‘
Time--> 12.00 12.50 13.00 13550 14100 14.50 15.00 15.50 16,00 1650
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY052721\
Data File : VY004904.D

Acqg On : 27 May 2021 16:33
Operator : SY/MD

Sample : M2535-07

Misc : 4.87G/5ML/MSVOA_Y/SOIL

ALS vial : 16 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 Pentane, 2,2,4-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.331 94.50 ug/l 2206360 1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 83
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 83
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 83
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 78
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64

Abundance Scan 1068 (8.331 min): VY004904.D\data.ms (-1059) (-) m/z 57.05 100.00%

57.0
5000

S EREY IR ISEERATL
M 99.0 8.00 8.20 8.40 8.60
\

ol 200 28L pyz 56.05  32.95%

m/z--> 0 50 100 150 200 250
Abundance #7663: Pentane, 2,2,4-trimethyl-
57.0

5000 At E e ARVEESE
8.00 8.20 8.40 8.60

m/z 41.05 25.79%

isof || oo
0 ’\‘\‘\ \“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz—-> 0 50 100 150 200 250
Abundance #7649: Hexane, 2,2-dimethyl-
57.0

8.00 8.20 8.40 8.60

5000 m/z 43.10 17.05%
0 | | s
A I S O BRI SR
miz--> 0 50 100 150 200 250
Abundance #7671 Butane, 2,2,3,3-tetramethyl-  EARaEas
57.0 8.00 8.20 8.40 8.60

m/z 39.00 8.23%

5000
150““‘ 99‘-0
e L A e s

m/z--> O 50 100 150 200 250 8.00 8.20 8.40 8.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY052721\
Data File : VY004904.D

Acqg On : 27 May 2021 16:33
Operator : SY/MD

Sample : M2535-07

Misc : 4.87G/5ML/MSVOA_Y/SOIL

ALS vial : 16 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 2 Pentane, 2,3,4-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.618 96.80 ug/l 2260250 1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83

4 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 78
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 64

Abundance Scan 1279 (9.618 min): VY004904.D\data.ms (-1271) (-) m/z 43.05 100.00%

43.0
71.1
5000 j\
EDAWA'SAN]
| H 9.50 10.00
Ot e 300 1450 2072 /7 71.10 82.60%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7654: Pentane, 2,3,4-trimethyl-
43.0
71.0 /
5000 — ——t
9.50 10.00

m/z 70.05 61.25%

0 15. M \‘\ \M I 114.0
\‘\\\\‘\1\\‘1\\1‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7631: Heptane, 4-methyl-
43.0
= =~
71.0 9.50 10.00
5000 ITI/Z 41.10 30.96%
SRV O T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3981: Pentane, 3-ethyl- M‘ = T
43.0 9.50 10.00
m/z 55.00 25.07%
5000 70.0
O 15.0 H “‘\ \‘H I 100'0
R AR L R ARRRRERE SR
m/z--> 0 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\VY052721\
Data File : VY004904.D

Acqg On : 27 May 2021 16:33
Operator : SY/MD

Sample : M2535-07

Misc : 4.87G/5ML/MSVOA_Y/SOIL

ALS vial : 16 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, 2,3,3-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
9.752 222.56 ug/l 5196610 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 90
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 59
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59

Abundance Scan 1301 (9.752 min): VY004904.D\data.ms (-1290) (-) m/z 43.05 100.00%
43.0

5000 85.1 J\
‘ 9.50 10.00
ol L““w 28 myz 71.10 63.67%
m/z--> 0 50 100 150 200 250
Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0
5000 SRR ‘]‘L
9.50 10.00
85.0 m/z 70.10  55.61%
0 2"0‘\‘ H‘ I ‘\“ \‘ e
m/z--> 0 50 100 150 200 250
Abundance #7631: Heptane, 4-methyl-
43.0
o U e AN
9.50 10.00
5000 m/z 57.85  45.41%
‘ ‘ 85.0
0 "‘H‘ \“\““ ‘\‘\““\‘“"““““““‘
m/z--> 0 50 100 150 200 250
Abundance #12706: Hexane, 2,3,4-trimethyl- \/\‘ ‘ e Y
43.0 9.50 10.00
m/z 85.10 37.78%
5000
85.0
oAl 1 1280 - i
m/z--> 0 50 100 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY052721\
Data File : VY004904.D

Acqg On : 27 May 2021 16:33
Operator : SY/MD

Sample : M2535-07

Misc : 4.87G/5ML/MSVOA_Y/SOIL

ALS vial : 16 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 2-Butanol, 2,3-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.947 84.68 ug/l 1977190 1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 64
2 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 59
3 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 59
4 Propane, 1-ethoxy- 88 C5H120 000628-32-0 52
5 Hexylene glycol 118 C6H1402 000107-41-5 45
Abundance Scan 1333 (9.947 min): VY004904.D\data.ms (-1325) (-) m/z 59.00 100.00%
59.0
5000 A\

=

b '
ol Wl BT 1452 2072 2810 ./, 4305  31.02%

miz-> 50 100 150 200 250

Abundance #4473: 2-Butanol, 2,3-dimethyl-

59.0
5000
10.00
m/z 41.05 30.89%
O \‘2\7“10‘\‘“’ ‘} ‘\ T LO’J"O T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #4460: 3-Pentanol, 2-methyl-
59.0
10.00
5000 m/z 87.10 29.25%
29.0
ol U o0
miz--> 50 100 150 200 250
Abundance #8376: 2-Pentanol, 2,4-dimethyl- e
59.0 10.00
m/z 69.10 24.76%
5000
270“ 101.0
ol LA e IS5
mlz--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY052721\
Data File : VY004904.D

Acqg On : 27 May 2021 16:33
Operator : SY/MD

Sample : M2535-07

Misc : 4.87G/5ML/MSVOA_Y/SOIL

ALS vial : 16 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 Heptane, 2,2-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.044 56.26 ug/l 5119370 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 59
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 53
3 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 53
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 53
5 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 53

Abundance Scan 1841 (13.044 min): VY004904.D\data.ms (-1837) (- m/z 57.10 100.00%
57.1

-

5000
13.00 |
85.1113.1 . .
Ot o, 156:2 1908 2810 ;56,16 52.35%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12705: Heptane, 2,2-dimethyl-
57.0
5000
13.00
29.0 m/z 71.10 34.54%
LA o
O ’\1\\“\\\‘ “H‘H‘HH‘H\‘\‘H\\‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12720: Hexane, 2,2,4-trimethyl-
57.0
13.00
5000 ITI/Z 43.10 30.72%
29.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19227: Hexane, 2,2,5,5-tetramethyl- = ‘
57.0 13.00
m/z 41.10 25.68%
5000
ol | o
e e =
m/z--> 20 40 60 80 100120140160180200220240260280 13.00

82Y051021S.M Fri May 28 18:11:57 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY052721\
Data File : VY004904.D

Acqg On : 27 May 2021 16:33
Operator : SY/MD

Sample : M2535-07

Misc : 4.87G/5ML/MSVOA_Y/SOIL

ALS vial : 16 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 Tetradecane, 2,2-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.178 91.62 ug/l 8337450 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,2-dimethyl- 226 C16H34 059222-86-5 78
2 Undecane, 2,2-dimethyl- 184 C13H28 017312-64-0 78
3 Decane, 2,2-dimethyl- 170 C12H26 017302-37-3 78
4 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 78
5 Decane, 2,2,9-trimethyl- 184 C13H28 062238-00-0 78

Abundance Scan 1863 (13.178 min): VY004904.D\data.ms (-1858) (- m/z 57.10 100.00%
57.1

1300 13.50
851 1121 : :
o358 T A8S2  m/z 56.05  38.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83047: Tetradecane, 2,2-dimethyl-
57.0
5000
13.00 13.50
m/z 41.10 22.33%
. 2900|1850 4430 1410 1680 2110
\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48883: Undecane, 2,2-dimethyl-
57.0
= —
13.00 13.50
5000 ITI/Z 43.10 18.75%
o 29°H 180 1260  169.0
R L R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38346: Decane, 2,2-dimethyl- = —
57.0 13.00 13.50
m/z 71.10 15.33%
5000
290
o || 880 1120 1550
w“u‘u‘ e T T P —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

82Y051021S.M Fri May 28 18:11:58 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY052721\
Data File : VY004904.D

Acqg On : 27 May 2021 16:33
Operator : SY/MD

Sample : M2535-07

Misc : 4.87G/5ML/MSVOA_Y/SOIL

ALS vial : 16 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 Nonane, 3-methyl-5-propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.288 452.25 ug/1 41154600 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
2 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72
3 Heneicosane 296 C21H44 000629-94-7 72
4 Heptadecane 240 C17H36 000629-78-7 64
5 Octadecane 254 C18H38 000593-45-3 59
Abundance Scan 1881 (13.288 min): VY004904.D\data.ms (-1873) (- m/z 57.10 100.00%
57.1
5000
— —
| ‘ 127.2 13.00 13.50
ol W | peoy | 102 2321 m/z 71.10  69.73%
miz-> 50 100 150 200 250
Abundance #48914: Nonane, 3-methyl-5-propyl-
57.0
5000 — RS
13.00 13.50
m/z 43.10 49.65%
112.0
0 \2\6*\\0‘\‘ “‘ ‘!‘ iy “‘ \“‘\“\ }u_?swow L B B B B
miz--> 50 100 150 200 250
Abundance #28445: Octane, 2,4,6-trimethyl-
57.0
= —
13.00 13.50
5000 m/z 85.10 48.33%
olzsol || %0 o
m/z--> 50 100 150 200 250
Abundance #141426: Heneicosane " =
57.0 13.00 13.50
m/z 41.10 33.59%
5000
99.0
0 26\10‘\ ‘\ H\ h\ h‘ u \%410‘ 1830 225.0 296.(
Pl il . e e R = —
m/z--> 50 100 150 200 250 13.00 13.50

82Y051021S.M Fri May 28 18:11:59 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY052721\
Data File : VY004904.D

Acqg On : 27 May 2021 16:33
Operator : SY/MD

Sample : M2535-07

Misc : 4.87G/5ML/MSVOA_Y/SOIL

ALS vial : 16 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 Pentane, 3-ethyl-2,2-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.483 587.69 ug/l 53479700 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 59
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 59
3 Hexane, 2,2,5,5-tetramethyl- 142 C1leH22 001071-81-4 53
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 53
5 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 43

Abundance Scan 1913 (13.483 min): VY004904.D\data.ms (-1908) (- m/z 57.10 100.00%
1

57
5000
R
‘ 113.1 13.50
ol b Lo [ 15521010 28LG /. 5619 51.50%
miz--> 50 100 150 200 250
Abundance #12748: Pentane, 3-ethyl-2,2-dimethyl-
57.0
5000 T T
13.50
m/z 71.10 33.63%
O T 2\7“\0‘\“ “‘\ ‘U T T ‘:L]-\s-\o\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #12723: Hexane, 2,2,3-trimethyl-
57.0
L
13.50
5000 ITI/Z 43.10 33.52%
20 | | a0
ol — —
miz--> 50 100 150 200 250
Abundance #19226: Hexane, 2,2,5,5-tetramethyl- —
57.0 13.50
m/z 41.10 29.18%
ol \‘\9101270
m/z--> 50 100 150 200 250 13.50

82Y051021S.M Fri May 28 18:11:59 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY052721\
Data File : VY004904.D

Acqg On : 27 May 2021 16:33
Operator : SY/MD

Sample : M2535-07

Misc : 4.87G/5ML/MSVOA_Y/SOIL

ALS vial : 16 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 Octane, 6-ethyl-2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.830 60.73 ug/l 5526340 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 59
2 Hexadecane 226 C16H34 000544-76-3 59
3 2,3-Dimethyldecane 170 C12H26 017312-44-6 53
4 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 50
5 Oxalic acid, 6-ethyloct-3-yl eth... 258 C14H2604 1000309-33-9 43

Abundance Scan 1970 (13.830 min): VY004904.D\data.ms (-1966) (- m/z 71.10 100.00%

71.1
43.1
5000
127.1
= —
‘ “ 13.50 14.00
0 m‘m‘U‘m‘_“wlmwnm_m_““159%””2‘99‘1‘”” m/z 57.10 91.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28450: Octane, 6-ethyl-2-methyl-
43.0
71.0
5000 P A
13.50 14.00
m/z 43.10 73.84%
127.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
— —5
13.50 14.00
5000 m/z 85.10 68.85%
85.0
29.0
0 ‘\ “ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38323: 2,3-Dimethyldecane — —
43.0 13.50 14.00
71.0 m/z 41.10 39.40%
5000
126.0
‘ ‘ 97.0
oisol WL 4 U,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00

82Y051021S.M Fri May 28 18:12:00 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY052721\
Data File : VY004904.D

Acqg On : 27 May 2021 16:33
Operator : SY/MD

Sample : M2535-07

Misc : 4.87G/5ML/MSVOA_Y/SOIL

ALS vial : 16 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 Heptane, 4-ethyl-2,2,6,6-te... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.995 103.30 ug/l 9399810 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-ethyl-2,2,6,6-tetrame... 184 C13H28 062108-31-0 72
2 Octane, 2,2-dimethyl- 142 C10H22 015869-87-1 59
3 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 59
4 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 53
5 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 53

Abundance Scan 1997 (13.995 min): VY004904.D\data.ms (-1995) (-  m/z 57.10 100.00%
57.1

14.00
126.1 , :
0 m_HWH‘H“,m‘”,??"‘l“ 092 2070 28L0 n/; 56,10 37.10%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48918: Heptane, 4-ethyl-2,2,6,6-tetramethyl-
57.0
5000 T
14.00
m/z 71.10 20.40%
O \\\2‘3‘-\0\““\HH’\\“\\’\‘\H‘J-\]\-ﬁl‘o\\\\‘H\%?g-\(’)\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19196: Octane, 2,2-dimethyl-
57.0
e
14.00
5000 ITI/Z 41.10 19.77%
27.0 ‘ .
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12712: Hexane, 2,2,5-trimethyl- —
57.0 14.00
m/z 43.10 17.01%
5000
27,0 H 113.0
O ey oheprrrepre g e —
m/z--> 20 40 60 80 100120140160180200220240260280 14.00

82Y051021S.M Fri May 28 18:12:01 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@52721\
Data File : VY@04904.D

Acqg On : 27 May 2021 16:33

Operator : SY/MD

Sample : M2535-07

Misc : 4.87G/5ML/MSVOA_Y/SOIL

ALS vial : 16 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 11 4,7-Methano-1H-indene, octa... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.160 96.38 ug/l 8770730 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,7-Methano-1H-indene, octahydro- 136 C1@H16 006004-38-2 96
2 Endo-tricyclo[5.2.1.0(2.6)]decane 136 C10H16 1000215-28-8 92
3 Exo-tricyclo[5.2.1.0(2.6)]decane 136 C1eH16 1000215-28-7 90
4 3-Cyclopentylcyclopentene 136 C1OH16 002690-17-7 55
5 1-Cyclopentylcyclopentene 136 C10H16 004884-21-3 50

Abundance Scan 2024 (14 160 min): VY004904.D\data.ms (-2015) (-,

41,1
5000
1211
‘ ‘ 67.2 .
Y ‘Hmu “_ 2070 281
miz--> 50 100 150 200 250
Abundance #15786: 4,7-Methano-1H-indene, octahydro-

67.0

5000
27.0 121.0
T H “ ‘ ‘ H\ Ty T

m/z 71.10 100.00%

i

14.00 14.50
m/z 57.10 91.83%

é

14.00 14.50
m/z 43.10 69.79%

L

14.00 14.50
m/z 95.10 68.99%

—

14.00 14.50
m/z 41.10 66.58%

O T T T T ‘ T T T T
miz--> 100 150 200 250
Abundance #15783.Endodncyckﬁ52.LO(lGHdecane
95.0
5000{ 28.0
66,0
136.0
- L | ““H‘ ) ‘ S -
Miz--> 50 100 150 200 250
Abundance #15773: Exo-tricyclo[5.2.1.0(2.6)]decane
95.0
5000
136.0
66.0
L
0 | —
miz--> 50 100 150 200 250

82Y051021S.M Fri May 28 18:12:02 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY052721\
Data File : VY004904.D

Acqg On : 27 May 2021 16:33
Operator : SY/MD

Sample : M2535-07

Misc : 4.87G/5ML/MSVOA_Y/SOIL

ALS vial : 16 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 12 Dodecane, 2,6,10-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.391 381.09 ug/l 34678900 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
2 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 59
3 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 53
4 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 53
5 Nonane, 5-propyl- 170 C12H26 000998-35-6 53

Abundance Scan 2062 (14.391 min): VY004904.D\data.ms (-2056) (-  m/z 57.10 100.00%

57.1
5000
- =
‘ 85.1 113.1141 , 14.00 14.50
Ot Ly 412 1832 2509 ot g1 10 sa4.ea%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71405: Dodecane, 2,6,10-trimethyl-
57.0
5000 A g
14.00 14.50
29.0 85.0 m/z 56.10  28.49%
113.0
O ’\‘\‘\\“‘\\\H“\\“}\‘W‘\\\M‘\\}‘\‘\“\\\‘]\_ﬁg‘.gj\-ﬁ?\.g‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48890: Decane, 2,5,9-trimethyl-
57.0
5 =5
14.00 14.50
5000 ITI/Z 41.10 25.22%
“ ‘ 99.0
L
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #101977: Sulfurous acid, butyl 2-ethylhexyl ester . ——
57.0 14.00 14.50
m/z 43.10 24.32%
5000
29.0
‘ ‘ 85.0 113.0
o O N U A
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50

82Y051021S.M Fri May 28 18:12:02 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY052721\
Data File : VY004904.D

Acqg On : 27 May 2021 16:33
Operator : SY/MD

Sample : M2535-07

Misc : 4.87G/5ML/MSVOA_Y/SOIL

ALS vial : 16 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 13 Decane, 5-ethyl-5-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

15.172 78.58 ug/1l 7150690 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-ethyl-5-methyl- 184 C13H28 017312-74-2 72
2 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
4 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 64
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 59

Abundance Scan 2190 (15.172 min): VY004904.D\data.ms (-2181) (-~ m/z 57.10 100.00%
57.1

%

5000
85.1
‘ 15.00 15.50
o,H‘WHWWWMm‘H_A‘_Hwﬁﬁﬁ%‘wﬁ9ﬁ?uﬁ3ﬁﬁu?ﬁ?9‘H m/z 71.10  69.74%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48911: Decane, 5-ethyl-5-methyl-
57.0
5000 A ——
15.00 15.50
113.0 m/z 43.10 30.14%
‘ 155.0
O ’HH““\‘\\‘!‘\H\‘HH‘\\1\‘HH‘\H\‘HH‘HH‘HH‘HH‘\H\’HH’H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48914: Nonane, 3-methyl-5-propyl-
57.0
—— —
15.00 15.50
5000 ITI/Z 85.10 28.91%
27,0 112.
S Y N
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl- —— —
57.0 15.00 15.50
m/z 41.10 22.84%
5000
113.0
169.0
o210 LA L1 o zanozro co
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50

82Y051021S.M Fri May 28 18:12:03 2021 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY052721\
Data File : VY004904.D

Acqg On : 27 May 2021 16:33
Operator : SY/MD

Sample : M2535-07

Misc : 4.87G/5ML/MSVOA_Y/SOIL

ALS vial : 16 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 14 Sulfurous acid, 2-pentyl tr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.391 87.47 ug/l 7959590 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-pentyl tridecy... 334 C18H3803S 1000309-16-2 59
2 Decane, 3,3,8-trimethyl- 184 C13H28 062338-16-3 59
3 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 53
4 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 50
5 Undecane, 3,3-dimethyl- 184 C13H28 017312-65-1 50
Abundance Scan 2226 (15.391 min): VY004904.D\data.ms (-2215) (-  m/z 71.10 100.00%
71.1
5000 MM
411
— ——
127.1 15.00 15.50
183.2 .
ob— “h‘ o oo TR 2220 281 40 5719 92.13%
miz-> 50 100 150 200 250
Abundance #172309: Sulfurous acid, 2-pentyl tridecyl ester
71.0
5000 — —
15.00 15.50
450 m/z 43.10 42.38%
L e a0
O T \‘\ ‘\“‘\‘H‘ \H\M‘ \H\‘\ T ‘ T T \‘\ ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #48906: Decane, 3,3,8-trimethyl-
71.0
— ——
15.00 15.50
5000 m/z 70.10 34.05%
410
155.0
ol UL me 0
miz--> 50 100 150 200 250
Abundance #12725: Hexane, 2,4,4-trimethyl- — —
57.0 15.00 15.50
m/z 41.10 27.45%
5000
99.0
21.0 Jh ‘
oHH“‘H‘_wu“m —————— — e
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY052721\
Data File : VY004904.D

Acqg On : 27 May 2021 16:33
Operator : SY/MD

Sample : M2535-07

Misc : 4.87G/5ML/MSVOA_Y/SOIL

ALS vial : 16 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 15 Nonane, 2-methyl-5-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.903 111.74 ug/l 10168100 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 86
2 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 72
3 Heptacosane 380 C27H56 000593-49-7 64
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64
5 5-Ethyldecane 170 C12H26 017302-36-2 64
Abundance Scan 2310 (15.903 min): VY004904.D\data.ms (-2302) (-  m/z 57.10 100.00%
57.1
— ——
“ 12K1 15.50 16.00
ol b biy, L 10622248 m/z 71.16 87.95%
m/z--> 50 100 150 200 250 300 350
Abundance #48914: Nonane, 3-methyl-5-propyl-
57.0
5000 — i
15.50 16.00
m/z 85.10 40.98%
112.0
O\“\‘\“\‘!‘“ “\“\“\}5‘5)\0\\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #48913: Nonane, 2-methyl-5-propyl-
57.0
— ——
15.50 16.00
5000 m/z 43.10 38.13%
112.0
AN e R
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane “ —
57.0 15.50 16.00
m/z 41.10 24.62%
B waw
ol \ L F | 141.0183.0225.0 267.0 323.0 380.
““‘ R e e R meae — ——
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY052721\
Data File : VY004904.D

Acqg On : 27 May 2021 16:33
Operator : SY/MD

Sample : M2535-07

Misc : 4.87G/5ML/MSVOA_Y/SOIL

ALS Vvial : 16 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|
Pentane, 2,2,4-... 8.331 94.5 ug/l 2206360 2 8.697 1167440 50.0
Pentane, 2,3,4-... 9.618 96.8 ug/l 2260250 2 8.697 1167440 50.0
Pentane, 2,3,3-... 9.752 222.6 ug/l 5196610 2 8.697 1167440 50.0
2-Butanol, 2,3-... 9.947 84.7 wug/l 1977190 2 8.697 1167440 50.0
Heptane, 2,2-di... 13.044 56.3 ug/l 5119370 4 13.428 4549960 50.0
Tetradecane, 2,... 13.178 91.6 wug/l 8337450 4 13.428 4549960 50.0
Nonane, 3-methy... 13.288 452.3 ug/l 41154600 4 13.428 4549960 50.0
Pentane, 3-ethy... 13.483 587.7 ug/l 53479700 4 13.428 4549960 50.0
Octane, 6-ethyl... 13.830 60.7 ug/l 5526340 4 13.428 4549960 50.0
Heptane, 4-ethy... 13.995 103.3 ug/l 9399810 4 13.428 4549960 50.0
4,7-Methano-1H-... 14.160 96.4 wug/l 8770730 4 13.428 4549960 50.0
Dodecane, 2,6,1... 14.391 381.1 wug/l 34678900 4 13.428 4549960 50.0
Decane, 5-ethyl... 15.172 78.6 ug/l 7150690 4 13.428 4549960 50.0
Sulfurous acid,... 15.391 87.5 wug/l 7959590 4 13.428 4549960 50.0
Nonane, 2-methy... 15.903 111.7 ug/l 10168100 4 13.428 4549960 50.0
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