LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91523\
Data File : VY@15600.D

Acqg On : 16 Sep 2023 04:20
Operator : SY/MD

Sample : 04419-12

Misc : 6.33g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 47 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\82Y082923S.M
Title : SW846 8260
Signal : TIC: VYQ15600.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 7.795 961 980 989 rBV6 537886 2306895 1.61% 0.108%
2 7.892 989 996 1009 rVB 709695 2230357 1.56% 0.104%
3 8.020 1009 1017 1033 rVB 718943 2205785 1.54% 0.103%
4 8.350 1053 1071 1097 rBV 8510436 29210236 20.39% 1.366%
5 8.709 1121 1130 1139 rBV 536339 1578447 1.10% 0.074%
6 9.209 1196 1212 1217 rBV3 3591008 11742478 8.20% 0.549%
7 9.264 1217 1221 1229 rVB 2984860 7030889 4.91% 0.329%
8 9.343 1229 1234 1247 rVB2 1338950 4505651 3.15% 0.211%
9 9.484 1247 1257 1271 rVB3 1213482 4252865 2.97% 0.199%
10 9.642 1273 1283 1295 rBV 17240946 51595627 36.02% 2.412%

11 9.776 1295 1305 1313 rBV 25851116 80263809 56.04% 3.752%
12 9.990 1330 1340 1356 rVB3 11502445 42657448 29.78%  1.994%
13 10.142 1356 1365 1388 rBV 16197003 61374988 42.85% 2.869%
14 10.325 1389 1395 1397 rBV3 1330207 2532601 1.77% 0.118%
15 10.392 1398 1406 1421 rVB3 10042584 31851763 22.24% 1.489%

16 10.654 1439 1449 1457 rBV6 8445808 33843734 23.63% 1.582%
17 10.733 1458 1462 1471 rVB2 5979493 14623046 10.21% 0.684%
18 10.831 1472 1478 1488 rBV2 6189205 21223866 14.82% 0.992%
19 10.941 1488 1496 1507 rBV2 13303147 54123181 37.79% 2.530%
20 11.124 1520 1526 1529 rBV 4494328 10737736 7.50% 0.502%

21 11.313 1539 1557 1567 rBV8 24284554 143237252 100.00% 6.696%
22 11.422 1567 1575 1583 rVB4 21905748 85840720 59.93% 4.013%
23 11.520 1584 1591 1598 rBV2 9145844 28321369 19.77%  1.324%
24 11.611 1599 1606 1616 rVB4 12079747 40000301 27.93% 1.870%

25 11.727 1617 1625 1626 rBV5 37140737 80919557 56.49% 3.783%
26 11.965 1651 1664 1669 rBV4 15242573 47902574 33.44%  2.239%
27 12.050 1670 1678 1688 rVV3 32162697 119972907 83.76% 5.609%
28 12.148 1689 1694 1700 rVB 16087096 37753788 26.36% 1.765%
29 12.227 1700 1707 1712 rBV2 12731368 37366561 26.09% 1.747%
30 12.404 1727 1736 1737 rBV3 16471452 38350779 26.77% 1.793%

31 12.562 1756 1762 1774 rVB 17380879 49076335 34.26% 2.294%
32 12.672 1775 1780 1787 rVB2 4788123 11583292 8.09% 0.542%
33 12.751 1787 1793 1797 rBV2 42045249 105657720 73.76%  4.940%
34 13.001 1826 1834 1842 rBV2 45165719 123425693 86.17% 5.770%
35 13.068 1842 1845 1846 rBV2 1886398 2184608 1.53% 0.102%

36 13.093 1846 1849 1851 rVB 3451848 3623705 2.53% 0.169%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91523\
Data File : VY@15600.D

Acqg On : 16 Sep 2023 04:20
Operator : SY/MD

Sample : 04419-12

Misc : 6.33g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 47 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\82Y082923S.M
Title : SW846 8260

37 13.135 1851 1856 1859 rBV2 41128864 80693168 56.34% 3.772%
38 13.245 1870 1874 1876 rBV2 2933183 4876976  3.40% 0.228%
39 13.331 1880 1888 1893 rVVv2 18983210 39398551 27.51% 1.842%
40 13.385 1893 1897 1904 rVV3 6740200 14980055 10.46% ©0.700%

41 13.477 1904 1912 1926 rVB3 44006762 108316163 75.62% 5.064%
42 13.605 1927 1933 1935 rBV 25431614 39641363 27.68% 1.853%
43 13.641 1935 1939 1942 rVV2 46065626 91629120 63.97% 4.284%
44 13.678 1942 1945 1954 rVB3 41232658 80896103 56.48%  3.782%
45 13.769 1954 1960 1965 rBV2 6200267 9750895 6.81% 0.456%

46 13.837 1965 1971 1976 rVB 14977815 23203887 16.20% 1.085%
47 13.897 1976 1981 1983 rBV 22025965 33487564 23.38% 1.566%
48 13.928 1983 1986 1990 rVV 19626533 27856258 19.45%  1.302%
49 13.983 1990 1995 2001 rVB 29532611 44764756 31.25% 2.093%
50 14.044 2001 2005 2008 rBV 2997259 4149470 2.90% 0.194%

51 14.093 2008 2013 2018 rVB2 14038675 22392659 15.63% 1.047%
52 14.166 2018 2025 2030 rBV5 1594305 3187615 2.23% 0.149%
53 14.221 2030 2034 2039 rVB 4986884 7154242 4.99% 0.334%
54 14.306 2039 2048 2051 rBV 8203788 14159032 9.89% 0.662%
55 14.343 2051 2054 2058 rVV 10556811 13732030 9.59% 0.642%

56 14.385 2058 2061 2065 rVV2 3005587 4137974 2.89% 0.193%
57 14.428 2065 2068 2072 rVB 1276346 1658715 1.16% ©.078%
58 14.525 2080 2084 2087 rBV 1192310 1507900 1.05% ©.070%
59 14.574 2087 2092 2096 rVV 4483483 6965976 4.86% 0.326%
60 14.617 2096 2099 2104 rVB 1643553 2253891 1.57% ©.105%
61 14.690 2104 2111 2116 rBV3 5948625 12294188 8.58% 0.575%
62 14.745 2116 2120 2126 rVB2 1010749 1731560 1.21% 0.081%
63 14.952 2149 2154 2165 rVB3 1052551 2527549 1.76% 0.118%
64 15.056 2165 2171 2178 rBV3 758442 1644719 1.15% ©.077%
65 15.239 2191 2201 2207 rVB 1395206 3112180 2.17%  ©.145%
66 15.531 2242 2249 2256 rBV2 743090 1652809 1.15% 0.077%
67 15.696 2266 2276 2286 rBV3 432063 1582011 1.10% ©.074%
68 16.299 2368 2375 2390 rVB 2346149 4854802 3.39% ©.227%
69 16.495 2399 2407 2420 rVB 1759217 3696245 2.58% 0.173%

Sum of corrected areas: 2138998989
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

¢ Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VYe91523\
: VY015600.D

: 16 Sep 2023 04:20

: SY/MD

: 04419-12

: 6.33g/5.0mL/MSVOA_Y/SOIL

. 47

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4e+07

3e+07

2e+07

1le+07

0
Time-->
Abundance

4e+07

3e+07

2e+07

1le+07

TIC: VY015600.D\data.ms

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

TIC: VY015600.D\data.ms
11.72

8.350

7.708%020

0
Time-->
Abundance

4e+07

3e+07

2e+07

1le+07

8.00

‘ — —— —— ——
9.00 10.00 10.50 11.00 11.50

TIC: VY015600.D\data.ms
12.

12.050

696

15.535. 16,2996.495

Time-->

82Y082923S .M

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T ‘ ‘ T T ‘ T
12.00 12.50 13.00 13.50 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91523\
Data File : VY015600.D

Acqg On : 16 Sep 2023 04:20
Operator : SY/MD

Sample : 04419-12

Misc : 6.33g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Hexane, 2,2-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.350 925.28 ug/l 29210200 1,4-Difluorobenzene 8.709

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 78
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 78
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59

Abundance Scan 1071 (8.350 min): VY015600.D\data.ms (-1053) (-) m/z 57.05 100.00%
57.0

5000
41.0
M T e
‘ ‘ L, 991 8.00 8.20 8.40 8.60
Obrrrrrerprrrrrrrdbereped 0 83 L M4l myz s6.05  35.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8655: Hexane, 2,2-dimethyl-
57.0
5000 L L L I L B BB I
8.00 8.20 8.40 8.60
41.0 m/z 41.05 26.85%
27,0 M . 9.0
0 \\‘\\\\’\\\‘\‘\\\\“\\\\’\\‘\‘1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8660: Pentane, 2,2,4-trimethyl-
57.0
8.00 8.20 8.40 8.60
5000 m/z 43.10 18.63%
41.0
o 270 || | 710 gag 90
e R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8677: Butane, 2,2,3,3-tetramethyl-
57.0 8.00 8.20 8.40 8.60
m/z 39.05 8.91%
5000
41.0
o140 20 Il L ss0 70
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91523\
Data File : VY015600.D

Acqg On : 16 Sep 2023 04:20
Operator : SY/MD

Sample : 04419-12

Misc : 6.33g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Hexane, 1,1'-oxybis- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.264 222.72 ug/l 7030890 1,4-Difluorobenzene 8.709

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 64
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 64
3 Octane 114 C8H18 000111-65-9 64
4 Heptane, 3,4,5-trimethyl- 142 C1eH22 020278-89-1 64
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 59
Abundance Scan 1221 (9.264 min): VY015600.D\data.ms (-1217) (-) m/z 85.10 100.00%
43.1 85.1
5000
70“-1 ‘ 9.00 9.20 9.40 9.60
ob el AL myz 43.10 87.70%
m/z--> 20 40 60 80 100 120 140
Abundance #61063: Hexane, 1,1'-oxybis-
43.0
85.0
5000
9.00 9.20 9.40 9.60
m/z 57.10 77.86%
69.0
O 1T ‘2\7‘\19\““\ T \‘\“ T \‘\ T ‘H‘\ T ‘ T \1%5\(‘)\ L ;“43\-\0\
miz-> 20 40 60 80 100 120 140
Abundance #4480: Pentane, 2,4-dimethyl-
43.0
9.00 9.20 9.40 9.60
5000 m/z 56.10 43.11%
85.0
27,0
0 0l s8o 100.0
e
miz--> 20 40 60 80 100 120 140
Abundance #8624: Octane T
43.0 9.00 9.20 9.40 9.60
m/z 41.10 42.43%
5000 85.0
27‘0 70.0 114.0
ol AL ““: A - 1 A I ammL A S A
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91523\
Data File : VY015600.D

Acqg On : 16 Sep 2023 04:20
Operator : SY/MD

Sample : 04419-12

Misc : 6.33g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Pentane, 2,2,4-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.343 142.72 ug/l 4505650 1,4-Difluorobenzene 8.709

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 78
2 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 74
3 Acetamide, N-2-propenyl- 99 C5H9NO 000692-33-1 56
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 50
5 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 45

Abundance Scan 1234 (9.343 min): VY015600.D\data.ms (-1229) () m/z 57.10 100.00%
57.1

5000
41.1
9.00 9.20 9.40 9.60
‘ ‘ 831 991 .
0 e e e e e e m/z 56.10 61.14%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8668: Pentane, 2,2,4-trimethyl-
57.0
5000 D RN N R
41.0 9.00 9.20 9.40 9.60
m/z 41.10 25.40%
99.0
27,0
O \H‘\H\‘HH‘\H‘\‘HH‘“H\‘\‘\‘\}‘HH‘\\\3\3\.9‘\\\\‘\\\]\_‘1\3\;\0‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8666: Pentane, 2,2,3-trimethyl-
57.0
R e RRRRA
9.00 9.20 9.40 9.60
5000 m/z 55.10 7.19%
41.0
27,0
0 O ol 710 850 99.0 1140
e e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #3918: Acetamide, N-2-propenyl- R R AR ERRE
57.0 9.00 9.20 9.40 9.60
m/z 39.10 6.96%
43.0
5000
280 ‘ 84.0 99.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91523\
Data File : VY015600.D

Acqg On : 16 Sep 2023 04:20
Operator : SY/MD

Sample : 04419-12

Misc : 6.33g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Cyclopentane, 1,2,4-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.484 134.72 ug/l 4252870 1,4-Difluorobenzene 8.709
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 83
2 Heptane, 3-methylene- 112 C8H16 001632-16-2 64
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 64
4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 52
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 50

Abundance Scan 1257 (9.484 min): VY015600.D\data.ms (-1247) (-) m/z 70.10 100.00%

70.1
55.1
5000
411
‘m H 85.1 g0 1121 9.20 9.40 9.60 9.80
Obrrprrerrerrrrrest el el LT s 5510 72.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7661: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0
5000
9.20 9.40 9.60 9.80
41.0 m/z 41.10 27.40%
27‘.0 | M H ‘ 84.0 97.0 112.0
0\\\’\\\\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\w \\\\‘\w\\‘\\\\‘\\\\‘1\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7571: Heptane, 3-methylene-
55.0 70.0
e AREREERE SRR
9.20 9.40 9.60 9.80
5000 41.0 m/z 43.10 21.62%
27.0
‘ ‘ ‘ 83.0 120
0‘HV‘H‘HJMH‘ﬂﬁ‘q“”w‘mwhuwwuuw‘u‘uu‘u‘wu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,
70.0 9.20 9.40 9.60 9.80
m/z 71.10 19.59%
55.0
5000
41.0
27 97.0 112.0
obaao Il s stoueo o U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91523\
Data File : VY015600.D

Acqg On : 16 Sep 2023 04:20
Operator : SY/MD

Sample : 04419-12

Misc : 6.33g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Pentane, 2,3,4-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.642 1634.38 ug/l 51595600 1,4-Difluorobenzene 8.709

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 78
4 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 78
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 74

Abundance Scan 1283 (9.642 min): VY015600.D\data.ms (-1273) (-) m/z 43.10 100.00%

43.1 71.0
5000
57.1
‘ 95 1 9.50 10.00
bl il 22 AL myz 71,05 92.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 = P
9.50 10.00
27.0 57.0 m/z 70.10  69.55%
o L | oo a0
\\‘HH‘\\H‘H\\‘\\H‘H\\‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4466: Pentane, 3-ethyl-
43.0
T —~
9.50 10.00
5000 71.0 m/z 41.10  32.69%
29.0
ol150 || | 970 | 50 1000
R A RRa o e e R R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8635: Heptane, 4-methyl- = —T
43.0 9.50 10.00
m/z 55.10  29.01%
71.0
5000
57.0
29.0
olaso T L ]| 880 990 1140
R AR R A L N R N e AN = —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91523\
Data File : VY015600.D

Acqg On : 16 Sep 2023 04:20
Operator : SY/MD

Sample : 04419-12

Misc : 6.33g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Pentane, 2,3,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.776 2542.49 ug/l 80263800 1,4-Difluorobenzene 8.709

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 78
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 72
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
4 3,3-Dimethyl-2-pentanol 116 C7H160 019781-24-9 64
5 Diisoamyl ether 158 C10H220 000544-01-4 59

Abundance Scan 1305 (9.776 min): VY015600.D\data.ms (-1295) (-) m/z 43.10 100.00%
3.1

T 711
57.1
5000 85.1
99.0 9.50 10.00
0 SRR A S Y e © 3 m/z 71.10 78.58%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 = =
57.0 9.50 10.00
270 85.0 m/z 70.1@  75.47%
0 . | H \‘ i \‘ 99\0 113.0
H\‘HH’HH‘HH‘HH‘HH‘\H\’HH‘HH’HH‘HH‘HH‘HH‘\H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
o =
9.50 10.00
5000 ITI/Z 57.10 53.59%
27.0 57.0
o L a0 o
e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8635: Heptane, 4-methyl- —— .
43.0 9.50 10.00
m/z 85.10 44.18%
71.0
5000
57.0
29.0
ol 1so " |l || | 850 6901140
P e e e e e e S =
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91523\
Data File : VY015600.D

Acqg On : 16 Sep 2023 04:20
Operator : SY/MD

Sample : 04419-12

Misc : 6.33g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Heptane, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.990 1351.25 ug/l 42657400 1,4-Difluorobenzene 8.709

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
2 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 72
3 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 59
4 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 59
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 59

Abundance Scan 1340 (9.990 min): VY015600.D\data.ms (-1330) (-) m/z 43.10 100.00%
43.1

85.1
5000

| 69.1 114.1 10.00
ol L m/z 57.10  91.38%
miz--> 20 40 60 80 100 120 140
Abundance #8629: Heptane, 3-methyl-
43.0
85.0
5000 T
10.00
m/z 85.10 85.71%
27,0
‘ Il | 69.0 114.0
O\\\‘\1\\’}\\\“\\H‘\\‘\‘\\\‘\\\‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #22121: Heptane, 3,4,5-trimethyl-
43.0
85.0 10.00
5000 ITI/Z 56.10 64.13%
69.0
0 21 “H L 1130 1420
-t
m/z--> 20 40 60 80 100 120 140
Abundance #14576: Hexane, 2,3,3-trimethyl- a
43.0 10.00
85.0 m/z 41.18 56.07%
5000
27.0 69.0
T 1130
O e e et e e e —
m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91523\
Data File : VY015600.D

Acqg On : 16 Sep 2023 04:20
Operator : SY/MD

Sample : 04419-12

Misc : 6.33g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Hexane, 2,2,4-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.142 108.36 ug/l 61375000 Chlorobenzene-d5 11.514
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 72
2 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 72
3 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 59
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 59
5 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 56

Abundance Scan 1365 (10.142 min): VY015600.D\data.ms (-1356) (- m/z 57.10 100.00%

57.1
5000
41.1 71.1
o ~
‘ ‘ 1131 10.00 10.50
0 m_m_WH“e“w“”‘_m“m“W??&m_W%Z“S‘?‘H m/z 56.10 42.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
5000 SR =S
10.00 10.50
41.0 9
71.0 m/z 41.10 27.11%
27.‘0 ‘ '
O \H‘HH‘\HHHH‘H‘H\‘H‘H‘\\H}‘\H\‘8\\5\\0‘\9\9‘9\]\_‘]-\3\\\0‘\]-\2\\8‘9\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
—r —
10.00 10.50
5000 m/z 71.18  26.32%
41.0
71.0
0 ‘ ‘ 85.0 113.0927.0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14547: Heptane, 2,2-dimethyl-
57.0 10.00 10.50
m/z 43.10 16.43%
5000
41.0
71.0
oL120 ‘ 85.0 113.0 1589
H‘_‘H‘HH‘H‘W‘Hw‘H‘_‘H‘HH‘H‘W‘HW‘H‘_‘HM‘H‘H“ e S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91523\
Data File : VY015600.D

Acqg On : 16 Sep 2023 04:20
Operator : SY/MD

Sample : 04419-12

Misc : 6.33g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Octane, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.313 252.88 ug/l 143237000  Chlorobenzene-d5 11.514
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 87
2 Octane, 2-methyl- 128 C9H20 003221-61-2 80
3 Octane 114 C8H18 000111-65-9 58
4 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 50
5 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 49

Abundance Scan 1557 (11.313 min): VY015600.D\data.ms (-1539) (- m/z 43.10 100.00%

43.1
57.1 711 g5
5000
— ——
‘ ‘ “ 99,1 113.2128.2 11.00 11.50
O rrerrrerle gl el b m/z 57.10 77.30%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #14526: Octane, 4-methyl-
43.0
5000 P —
710 85.0 11.00 11.50
29.0 500 155 = m/z 71.10  71.88%
\‘\H\‘HH’HH’HH’\\H‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #14534: Octane, 2-methyl-
43.0 57.0 710
— ——
11.00 11.50
85.0 .
5000 m/z 85.10 68.96%
113.0
230 ‘\‘\ \‘\ ‘H | 99\0 ‘ 12‘80
Ottt el el el ey
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #8624: Octane = T
43.0 11.00 11.50
m/z 41.10 58.34%
5000 57.0 85.0
29.0 710
‘ ‘ 114.0
owm‘wH‘,!:H,H‘!‘,‘m1‘m_1:wmWMwwwww — e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91523\
Data File : VY015600.D

Acqg On : 16 Sep 2023 04:20
Operator : SY/MD

Sample : 04419-12

Misc : 6.33g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Heptane, 2,5-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.422 151.55 ug/1 85840700 Chlorobenzene-d5 11.514
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 74
2 Octane, 3-methyl- 128 C9H20 002216-33-3 64
3 Heptane, 4-(1-methylethyl)- 142 C1eH22 052896-87-4 59
4 Heptane, 3-ethyl- 128 C9H20 015869-80-4 49
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 47

Abundance Scan 1575 (11.422 min): VY015600.D\data.ms (-1567) (-~ m/z 57.10 100.00%

57.1
5000
98.1
e
11.50
128.2
Obrrrrerel 2071 h; 9g.10 35.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14559: Heptane, 2,5-dimethyl-
57.0
5000 LN
11.50
m/z 41.10 32.63%
29.0 99.0
LWL 128.0
O\\\\‘\\\\i\\\‘ “\\‘\\‘\‘\\\‘\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14538: Octane, 3-methyl-
57.0
e
11.50
5000 ITI/Z 43.10 25.29%
29.0 ‘
98.0
S R ol
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22132: Heptane, 4-(1-methylethyl)- ——
57.0 11.50
m/z 56.10 24.24%
5000
27.0 98.0
b ik L azouzo -
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_Y\Data\VY@91523\
Data File : VY015600.D

Acqg On : 16 Sep 2023 04:20
Operator : SY/MD

Sample : 04419-12

Misc : 6.33g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.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|
Hexane, 2,2-dim... 8.350 925.3 wug/l 29210200 2 8.709 1578450 50.0
Hexane, 1,1'-ox... 9.264 222.7 ug/l 7030890 2 8.709 1578450 50.0
Pentane, 2,2,4-... 9.343 142.7 ug/l 4505650 2 8.709 1578450 50.0
Cyclopentane, 1... 9.484 134.7 ug/l 4252870 2 8.709 1578450 50.0
Pentane, 2,3,4-... 9.642 1634.4 ug/l 51595600 2 8.709 1578450 50.0
Pentane, 2,3,3-... 9.776 2542.5 ug/l 80263800 2 8.709 1578450 50.0
Heptane, 3-methyl- 9.990 1351.3 wug/l 42657400 2  8.709 1578450 50.0
Hexane, 2,2,4-t... 10.142 108.4 ug/l 61375000 3 11.514 28321400 50.0
Octane, 4-methyl- 11.313 252.9 ug/l 143237000 3 11.514 28321400 50.0
Heptane, 2,5-di... 11.422 151.6 ug/1l 85840700 3 11.514 28321400 50.0
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