LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VWO19879.D

Acqg On : 24 Aug 2021 16:53
Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWNLMO81821SMA.M
Title : SFAMO1.0

Signal : TIC: VWO19879.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.361 69 75 85 rVB 114304 232727 16.93% 1.907%
2 2.897 156 163 179 rVV 90436 239481 17.42% 1.962%
3 3.032 181 185 198 rVB3 11604 29078 2.12% 0.238%
4 3,391 240 244 249 rBV4 692 1360 0.10% 0.011%
5 4.025 335 348 360 rBV 146076 461519 33.58% 3.781%
6 4.129 360 365 382 rVB 28699 83129 6.05% 0.681%
7 4.397 405 409 419 rVB4 962 2416 0.18% 0.020%
8 4.921 479 495 515 rBV5 36099 147725 10.75% 1.210%
9 5.446 573 581 584 rWs5 1841 4467 0.33% 0.037%
106 5.787 628 637 650 rBv4 4847 15939 1.16% 0.131%
11 5.952 654 664 674 rVB4 7590 22835 1.66% 0.187%
12 6.726 778 791 804 rBV3 6705 24403 1.78% 0.200%
13 6.878 807 816 829 rVv4 14492 45973  3.35% 0.377%
14 7.086 841 850 858 rBV 34550 92267 6.71% ©.756%
15 7.177 859 865 877 rVB3 13164 38793 2.82% 0.318%
16 7.549 919 926 931 rBv3 505 1211 0.09% 0.010%
17 7.653 931 943 966 rBV 236084 600997 43.73%  4.924%
18 7.958 987 993 997 rBV7 2500 5886 0.43% 0.048%
19 8.037 997 1006 1023 rVB 85381 218999 15.93% 1.794%
20 8.226 1027 1037 1039 rBV 80998 171643 12.49% 1.406%
21 8.281 1040 1046 1061 rVB2 476380 1374365 100.00% 11.261%
22 8.427 1061 1070 1076 rBV2 35643 91771 6.68% 0.752%
23  8.640 1102 1105 1108 rVB2 475 688 0.05% 0.006%
24 8.701 1108 1115 1122 rBV5S 1093 2796 0.20% 0.023%
25 8.848 1130 1139 1152 rBV 461873 896188 65.21% 7.343%
26 9.079 1171 1177 1181 rBV6 1239 2463 0.18% 0.020%
27 9.152 1181 1189 1195 rVB2 4488 9427 0.69% 0.077%
28 9.280 1200 1210 1223 rBV4 359200 1097662 79.87%  8.994%
29 9.384 1223 1227 1237 rVWV 30822 62266 4.53% 0.510%
30 9.469 1237 1241 1246 rVB4 2989 5103 0.37% 0.042%
31 9.512 1246 1248 1251 rVvB3 745 653 0.05% 0.005%
32 9.610 1252 1264 1273 rBV 179514 365878 26.62% 2.998%
33 9.756 1282 1288 1296 rvVB2 10923 22013 1.60% 0.180%
34  9.902 1304 1312 1315 rBV2 19967 42868 3.12% ©0.351%
35 9.945 1315 1319 1326 rVB 35623 64115 4.67% ©.525%

36 10.036 1327 1334 1338 rBV 148063 274759 19.99%  2.251%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VWO19879.D

Acqg On : 24 Aug 2021 16:53
Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWNLMO81821SMA.M
Title : SFAMO1.0
37 10.085 1338 1342 1348 rVB 74686 140326 10.21% 1.150%
38 10.213 1357 1363 1366 rBV3 27405 56370 4.10% 0.462%
39 10.323 1374 1381 1398 rBV 602495 1146410 83.41% 9.393%
40 10.451 1398 1402 1403 rVV4 4704 6448 0.47% 0.053%
41 10.494 1403 1409 1417 rVB 82597 170081 12.38% 1.394%
42 10.579 1417 1423 1427 rBV 94506 173264 12.61% 1.420%
43 10.622 1427 1430 1433 rW 53007 86370 6.28% 0.708%
44 10.664 1433 1437 1446 rVB 81966 150874 10.98%  1.236%
45 10.762 1446 1453 1458 rBV2 40044 82051 5.97% 0.672%
46 10.811 1458 1461 1465 rVV3 15910 22233 1.62% 0.182%
47 10.847 1465 1467 1472 rVB2 6228 8741 0.64% 0.072%
48 10.926 1472 1480 1490 rBV 116568 218706 15.91% 1.792%
49 11.030 1492 1497 1501 rBV5 8549 16735 1.22% 0.137%
50 11.115 1507 1511 1512 rBV 8383 10783 0.78% ©0.088%
51 11.146 1512 1516 1522 rVvB2 25173 43948 3.20% ©0.360%
52 11.231 1522 1530 1535 rBV 144957 263526 19.17% 2.159%
53 11.286 1535 1539 1543 rVWW2 27618 50139 3.65% 0.411%
54 11.329 1543 1546 1552 rVB4 23494 40750  2.97% 0.334%
55 11.439 1558 1564 1572 rVB 32314 60459 4.40% 0.495%
56 11.524 1572 1578 1581 rBV5 2647 5368 0.39% 0.044%
57 11.561 1582 1584 1588 rBV5 1529 2345 0.17% 0.019%
58 11.634 1589 1596 1607 rVV 538161 912623 66.40% 7.478%
59 11.768 1614 1618 1622 rVB2 15913 23994 1.75% 0.197%
60 11.817 1622 1626 1630 rBv4 7264 13349 0.97% 0.109%
61 11.896 1633 1639 1647 rVB4 26251 72565 5.28% ©.595%
62 11.975 1647 1652 1657 rBV5 8475 16442 1.20% 0.135%
63 12.042 1657 1663 1670 rVB 15645 30424 2.21% 0.249%
64 12.140 1671 1679 1685 rBV3 17378 44697 3.25% 0.366%
65 12.201 1686 1689 1692 rBV3 4269 5355 ©.39% 0.044%
66 12.304 1700 1706 1707 rBV4 4523 6878 0.50% 0.056%
67 12.341 1707 1712 1721 rVB6 13928 37619 2.74% 0.308%
68 12.438 1721 1728 1732 rBvVS8 3533 10001 0.73% 0.082%
69 12.603 1752 1755 1762 rVB5 6079 11975 0.87% 0.098%
70 12.694 1762 1770 1777 rBV 211135 351392 25.57% 2.879%
71 12.780 1777 1784 1790 rVB4 13022 27283 1.99% 0.224%
72 12.853 1790 1796 1797 rBV4 3191 4712 0.34% 0.039%
73 12.944 1806 1811 1819 rVBS 5959 15152 1.10% 0.124%
74 13.079 1830 1833 1838 rVB6 2473 4204 0.31% 0.034%
75 13.249 1857 1861 1863 rBV4 2583 3598 0.26% 0.029%
76 13.402 1880 1886 1898 rBVS8 3888 12150 0.88% 0.100%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VWO19879.D

Acqg On : 24 Aug 2021 16:53
Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWNLMO81821SMA.M
Title : SFAM@1.0
77 13.493 1898 1901 1905 rBVS5 1159 1939 0.14% 0.016%
78 13.560 1905 1912 1923 rBV 322153 524370 38.15% 4.296%
79 13.694 1932 1934 1940 rVB5 1571 2572 0.19% 0.021%
80 13.767 1942 1946 1952 rVB7 1149 1844 0.13% 0.015%
81 13.853 1952 1960 1970 rBV 304998 490560 35.69% 4.019%
82 14.017 1983 1987 1990 rVB6 1616 2212 0.16% 0.018%
83 14.066 1990 1995 2002 rBV2 12170 21114 1.54% 0.173%
84 14.194 2013 2016 2017 rBV2 929 899 0.97% 0.007%
85 14.267 2024 2028 2031 rBvV4 1335 2057 ©0.15% 0.017%
86 14.328 2034 2038 2044 rVV5 3628 6920 ©0.50% 0.057%
87 14.627 2084 2087 2091 rVB6 2487 3929 0.29% ©0.032%
88 14.786 2110 2113 2114 rBV3 807 790 0.06% 0.006%
89 14.926 2134 2136 2140 rVB4 643 679 0.05% 0.006%
990 15.127 2166 2169 2174 rBV7 2312 3481 0.25% 0.029%
91 15.176 2174 2177 2183 rVB6 2639 4803 ©0.35% 0.039%
92 15.365 2204 2208 2211 rBV2 1889 2653 0.19% 0.022%
93 15.487 2224 2228 2234 rVB2 3975 6966 0.51% 0.057%
94 15.554 2234 2239 2247 rVB1e 2730 6098 0.44% 0.050%
95 15.615 2247 2249 2250 rBV2 909 655 ©0.05% 0.005%
96 15.633 2250 2252 2255 rVB4 836 947 0.07% ©.008%
97 15.724 2266 2267 2270 rBV2 889 1103 ©0.08% 0.009%
98 15.791 2273 2278 2281 rVB6 1150 2345 0.17% 0.019%
99 16.243 2351 2352 2355 rBV3 583 751 0.05% 0.006%
100 16.480 2388 2391 2394 rVV4 510 765 0.06% 0.006%
Sum of corrected areas: 12204655
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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_W\Data\ViWe82421\

: VWe19879.D

: 24 Aug 2021 16:53

: SY/VA

: M3526-05

: 3.96g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VW@19879.D

Acqg On : 24 Aug 2021 16:53
Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.878 1.28 ug/L 45973  1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 64
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 56
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 53
4 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 50
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 40

Abundance Scan 816 (6.878 min): VW019879.D\data.ms (-807) (-) m/z 43.10 100.00%
3.1 57.0

85.1 \\\‘\\\\‘\\\\’\\\\‘\\\\
‘ 69.0 ‘ 98.2 6.60 6.80 7.00 7.20
\H’\H\‘\H\‘\H‘\"\}\\‘\‘Hi‘\H\‘i\u\‘\‘\H‘HH.‘HH‘ m/Z 57.00 97.65%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 57.0
850 6.60 6.80 7.00 7.20
29.0 m/z 40.95 65.96%
15.0 H i i 69\0 , 1090
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4480: Pentane, 2,4-dimethyl-
43.0
57.0 R RRRA
6.60 6.80 7.00 7.20
5000 m/z 56.05 63.42%
29.0 85.0
T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4474: Pentane, 2,4-dimethyl- e ARRaEEEE RS
43.0 6.60 6.80 7.00 7.20
570 m/z 42.10 31.43%
5000
27.0 85.0
5o ||| w0 | g U,
Fer e e e e e e e R R RARES L
m/z--> 10 20 30 40 50 60 70 80 90 100 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VW@19879.D

Acqg On : 24 Aug 2021 16:53
Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.037 6.11 ug/L 218999 1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64

Abundance Scan 1006 (8.037 min): VW019879.D\data.ms (-997) (-) m/z 56.05 100.00%

56.0
43.1
5000 71.1
‘ | ‘ | 851 g 7.80 8.00 8.20 8.40
H\’HH’HH’HH"HH"\‘\\"\H‘\“\H\“\‘\‘H‘Hu‘.iuu‘ m/Z 43.10 71.61%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 58.0
5000 L L L L B L B B
29.0 71.0 7.80 8.00 8.20 8.40
m/z 41.10 65.74%
85.0
\\\’\\\\’\\\‘\’\\\\"!\\\’\‘\‘{’\\\\‘1{\\\‘\‘\\\‘\\]\-\O?\.(\)\\‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
e e
7.80 8.00 8.20 8.40
5000 110 m/z 57.10 64.10%
29.0 ’
Ll ™0 000
R R AR maa E L e e Rl
miz--> 10 20 30 40 50 60 70 80 90 100 J\
Abundance #4483: Pentane, 2,3-dimethyl- R ERSRERRL e S
43.0 960 7.80 8.00 8.20 8.40
m/z 71.10 38.93%
5000
29.0 71.0
so Lm0 e
P e e e e e e e AREAEEEREEESAT
m/z--> 10 20 30 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VW@19879.D

Acqg On : 24 Aug 2021 16:53
Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Cyclic8.226 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.226 4.79 ug/L 171643 1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 78
2 4-Pentenal, 2-methyl- 98 C6H100 005187-71-3 59
3 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 50
4 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 43
5 3-Hexene, 2-methyl-, (Z)- 98 C7H14 015840-60-5 35

Abundance Scan 1037 (8.226 min): VW019879.D\data.ms (-1027) () m/z 56.10 100.00%

56.1 69.1
83.1
41.0
5000
‘ ‘ ‘ ‘ 96.2 8.00 8.20 8.40 8.60
‘H‘H‘W‘H‘_‘H‘H‘wﬂu‘wl“HMM‘HW_‘H‘H‘W‘H‘ m/z 55.05 92.74%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3803: Cyclopentane, 1,1-dimethyl-
568.0
41.0 69.0
83.0
5000
27.0 8.00 8.20 8.40 8.60
m/z 69.10 86.19%
I
\\\]-‘.9\\‘]-\4\+\0\‘\\il‘\\\\}\‘\\\“\‘} \‘\\\w‘\\\\‘\}\\‘\\\‘\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3598: 4-Pentenal, 2-methyl-
41.0
8.00 8.20 8.40 8.60
5000 m/z 83.10 78.18%
28.0
56.0 9.0
830
SN SN MO O RO B PI AM, LC
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3798: Cyclopropane 1,1-diethyl- A RREN AT
41.0 69.0 8.00 8.20 8.40 8.60
55.0 m/z 41.05 62.59%
5000
27.0 98.0
‘ ‘ 83.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VW@19879.D

Acqg On : 24 Aug 2021 16:53
Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.427 2.56 ug/L 91771 1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-ethyl- 100 C7H16 000617-78-7 53
2 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 50
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 47
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 47
5 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 43

Abundance Scan 1070 (8.427 min): VW019879.D\data.ms (-1061) () m/z 43.05 100.00%

1
43.0 70.1
5000 A\

8.20 8.40 8.60 8.80
1000

mlz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4466: Pentane, 3-ethyl-
43.0 /\
5000 71.0 j\

8.20 8.40 8.60 8.80
m/z 71.10 63.51%

29.0
Ll 870 | es0 1000
\H’HH’HH’\\H‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8647: Hexane, 2,3-dimethyl-
43.0
e R
70.0 8.20 8.40 8.60 8.80
5000 m/z 41.05 33.98%
270
H . 85.0 99.0 114.0
,,,“““““
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4473: Pentane, 3-ethyl- A ARAsEE SRR
43.0 8.20 8.40 8.60 8.80
m/z 55.10 29.63%
5000 71.0
29.0
Ll SE0 100.0
e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VW@19879.D

Acqg On : 24 Aug 2021 16:53
Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
o384 174 ugl 62266 1,4-Difluorobenzene 8.848
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 cais 000589-43-5 83

2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 78
3 Hexane, 2-methyl- 100 C7H16 000591-76-4 59
4 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 59
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 59

Abundance Scan 1227 (9.384 min): VW019879.D\data.ms (-1223) (-)

m/z 43.10 100.00%

43.1 57.1 85.1
5000 j
‘ I ‘ H ‘ 112.0 9.00 9.20 9.40 9.60 9.80
oo I R m/z 57.10 98.46%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8645: Hexane, 2,4-dimethyl-
43.0
57.0
5000 85.0 AT e e
290 9.00 9.20 9.40 9.60 9.80
710 m/z 85.10 83.26%
10 150 ‘ L || 99.0 114.0
\H’HH’HH’HH‘\\H‘HH‘\H\‘HH‘HH‘H\\‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8646: Hexane, 2,4-dimethyl-
43.0 570
“H‘_‘H“H‘W‘H“
85.0 9.00 9.20 9.40 9.60 9.80
5000 ITI z 41.00 56.88%
29.0 71.0
15.0 \‘ Il I, ‘M |, 99.0 114.0
‘H,H‘W‘H‘V‘H‘HH‘H‘W‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘w‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4469: Hexane, 2-methyl-
43.0 9.00 9.20 9.40 9.60 9.80
m/z 56.00 41.02%
5000
85.0
290 57.0
1.0 150 H ‘ H 71.0 | 1000
H‘M‘H,H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H ‘H“‘H“‘H“,H““
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VW@19879.D

Acqg On : 24 Aug 2021 16:53
Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Cyclic9.610 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.610 10.21 ug/L 365878 1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 93
2 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 90
3 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 87

4 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 86

5 Heptane, 3-methylene- 112 C8H16 001632-16-2 83

Abundance Scan 1264 (9.610 min): VW019879.D\data.ms (-1252) () m/z 70.05 100.00%

70.0
55.1
5000
41.0 JANN A

AL AL
‘ ‘ | ‘ 95.1 1122 9.50 10.00
\\\‘H\\’\\\\‘\\H“\H\“\‘\\\‘\\\\ ‘\\\‘\“‘\w\\‘H‘\‘\’\\\\‘\‘\H‘\ m Z 55 19 74 65/

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0

5000
41.0 9 50 10 00
27.0 m/z 41.05 27.69%

97.0 112.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl- N\j\
70.0

55.0 9.50 10. oo
41.0
e \M\ Al ‘\ 830 970 1120
| il |
Fr T e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 J\ j\

Abundance #7661: Cyclopentane, 1,2,4-trimethyl-
70.0 950 10 00

m/z 42.10 19.64%

55.0
5000
i f M 840 970 112.0 /\
L1 :

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10 00

SFAMWLMO81821SMA.M Wed Aug 25 17:36:35 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VW@19879.D

Acqg On : 24 Aug 2021 16:53
Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.945 1.79 ug/L 64115 1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 80

2 Acetoacetic acid isoamyl ester 172 C9H1603 002308-18-1 78

3 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 72

4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 64

5 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 64

Abundance Scan 1319 (9.945 min): VW019879.D\data.ms (-1315) () m/z 43.05 100.00%

70.1
5000
J\ ‘/\‘ ——
10.00
114.0
mwH‘H‘m,‘“‘“‘!‘9‘5"9‘m_m_m_”‘ m/z 70.10  73.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8672: Pentane, 3-ethyl-2-methyl-
43.0
70.0
5000 i /‘Jk\ i
10.00
m/z 55.05 40.61%
ol L) |1 o
\\\\‘\\\\ \\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #48043: Acetoacetic acid isoamyl ester
43.0
700 10.00
5000 m/z 41.05 38.67%
103.0
15.0
Al ‘MH»‘ At A“ - w‘ e 1290 1570
miz--> 20 40 60 80 100 120 140 160
Abundance #8673: Pentane, 3-ethyl-2-methyl- —r
43.0 10.00
m/z 71.10 31.86%
70.0
5000
150 | M “92.0 114.0 /\ M/\A/\
AL e I e ]
m/z--> 20 40 60 80 100 120 140 160 10.00

SFAMWLMO81821SMA.M Wed Aug 25 17:36:36 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VW@19879.D

Acqg On : 24 Aug 2021 16:53
Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Cyclic10.085 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.085 3.91 ug/L 140326  1,4-Difluorobenzene 8.848
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1,2-trimethyl- 112 C8H16 004259-00-1 90
2 1-Heptene, 6-methyl- 112 C8H16 005026-76-6 64
3 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 47
4 Cyclopropane, pentyl- 112 C8H16 002511-91-3 47
5 2-Heptene, 4-methyl-, (E)- 112 C8H16 066225-17-0 38

Abundance Scan 1342 (10.085 min): VW019879.D\data.ms (-1338) - m/z 56.10 100.00%

56.1 691
41.1
5000
84.1 97,0

| 1 i 1000
\\\‘\\\\‘\\\\’\\\\‘\\\\‘}M\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\ 5505 9914/

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7656: Cyclopentane, 1,1,2-trimethyl-
56.0
69.0
41.0
5000

- 10.00
84.0 97.0 m/z 69.18  83.74%
‘ 112 0
I \

M )
\H‘HH‘\H\’\\H‘\\H‘H \‘H\\‘\H\‘\H\‘\\H‘H\\‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7545: 1-Heptene, 6-methyl-
43.0 56.0
Ay |

69.0 10.00
5000 m/z 41.10 68.01%
84.0 97.0 112.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3737: 1-Hexene, 3-methyl- T ‘/
410 990 10.00
69.0 m/z 57.10 62.75%
27.0
5000

83.0 98.0
14}0 \‘ \\“ m“ ‘ ‘ /\/\M /\/\

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.00

SFAMWLMO81821SMA.M Wed Aug 25 17:36:36 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VW@19879.D

Acqg On : 24 Aug 2021 16:53
Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Cyclic1@.213 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.213 1.57 ug/L 56370 1,4-Difluorobenzene 8.848
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 020309-77-7 86
2 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 020309-77-7 72
3 Cyclooctane, butyl- 168 C12H24 016538-93-5 47
4 Cyclopentaneacetic acid, ethenyl... 154 C9H1402 045955-66-6 43
5 Cyclohexanecarboxylic acid, 4-cy... 229 C14H15N02 1000307-70-6 43
Abundance Scan 1363 (10.213 mln) VW019879 D\data.ms (-1357) (- m/z 83.10 100.00%
410 990
5000 /L
TSZANVANS
‘ ‘ ‘ | 1242 10.00 10.50
‘_‘H‘H‘WH‘w‘H‘_‘quwqhuw‘m‘_‘uﬁu‘w‘u‘w“ m/z 69.05 94.25%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance  #13295: Cyclopentane, 1,1,3,4-tetramethyl-, trans-
69.0 83.0
41.0
55.0 111.0
5000 /‘J\T ' UL
10.00 10.50
m/z 111.10 85.07%
\‘\\\\‘\\\\"H\\\“\‘\\\‘\1\‘\“1\\‘\"‘!!\\‘\9\17\"0\\\\‘L\\\’l%E\).\?\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance  #13294: Cyclopentane, 1,1,3,4-tetramethyl-, trans-
69.0 83.0
41.0 1110 — ——
55.0 10.00 10.50
5000 m/z 55.05 58.82%
27.0
il 870 1260
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 /\/\
Abundance #43496: Cyclooctane, butyl- T -
69.0 10.00 10.50
111.0 m/z 41.05 54.47%
55.0
5000
41.0
28.0
97.0
"HJH‘H‘J,l‘”W‘“"m‘:lH",‘1‘”WHh_wm,w,m AL AL VA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 10.00 10.50

SFAMWLMO81821SMA.M Wed Aug 25 17:36:37 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VW@19879.D

Acqg On : 24 Aug 2021 16:53
Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

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 11 (DEL) Alkane: Cyclic10.494 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.494 4.66 ug/L 170081  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 95
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 94
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 90
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 78
5 Succinic acid, 2-methylpent-3-yl... 298 C17H3004 1000391-41-0 64

Abundance Scan 1409 (10.494 min): VW019879.D\data.ms (-1403) - m/z 97.05 100.00%
97.0

55.0
5000
INAviE
‘ 10.50
e 380 AT 1698 4y 5505 58.24%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7617: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000
1050
27.0 m/z 69.05 39.32%
\\\\‘\M\\‘\\\\ \‘1‘?7\-‘0‘}\\H‘\\l\‘\\\\‘\\\\‘\\\\
m/z-> 80 100 120 140 160
Abundance #7613.Cydohexane,Ll{ﬁmeﬂwh
55.0 e
10.50
5000 ITI/Z 56.10 35.16%
27.0
S TN £ S
miz--> 20 40 60 80 100 120 140 160 J\/\
Abundance #7618: Cyclohexane, 1,1-dimethyl- - ‘/¥“4“~
97 10.50
550 m/z 41.1@  32.77%
5000
27.0
L B ZamvA
m/z--> 20 40 60 80 100 120 140 160 10.50

SFAMWLMO81821SMA.M Wed Aug 25 17:36:38 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VW@19879.D

Acqg On : 24 Aug 2021 16:53
Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

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 12 (DEL) Alkane: Cyclic10.664 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.664 4.13 ug/L 150874  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 91
2 2-Pyrazoline, 1,3,4-trimethyl- 112 C6H12N2 014044-41-8 90
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 83
4 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 83
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 83
Abundance Scan 1437 (10.664 min): VW019879.D\data.ms (-1433) - m/z 97.10 100.00%
97.1
55.0
5000
41.1 112.1
70.1
‘ | ‘ ‘ 10.50 11.00
H‘H‘w‘H‘_‘H;L‘wJmh_‘ﬂhuuwwu‘_‘m‘u‘wmu‘_ m/z 55.85  69.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7698: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0
97.0
41.0
5000
10 50 11 00
27.0 112.0 m/z 41.10  36.64%
D e
\\‘\\\\‘\\\\‘\\\\‘\‘\\\“\H\‘\‘\\\“\’\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7132: 2-Pyrazoline, 1,3,4-trimethyl-
97.0
112.0 CANVA —
42.0 10.50 11.00
5000 ITI/Z 112.10 36.46%
56.0
28.0 ‘ 70.0
"_H‘_H\Mm‘M‘H‘w‘w‘Ul”‘ww_mwwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7689: Cyclohexane, 1,2-dimethyl-, trans- £y ‘J> S “f
55.0 97.0 10.50 11.00
m/z 56.05 22.32%
41.0
5000
69.0 112.0
i ‘ ‘ ‘ T W
PP | OV PAVATLNLVE)
m/z--> 10 20 30 40 50 60 70 80 90 100 110 10.50 11.00

SFAMWLMO81821SMA.M Wed Aug 25 17:36:38 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VW@19879.D

Acqg On : 24 Aug 2021 16:53

Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
. SFAM@1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 (DEL) Alkane: Cyclic1@.762 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.762 2.25 ug/L 82051 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 94
2 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 94
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 94
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 94
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 93

Abundance Scan 1453 (10.762 min): VW019879.D\data.ms (-1446) (-
97.0

m/z 97.05 100.00%

55.1
5000
e
79. : :
HHW%HJ“\wW“\\H‘\\\\}ﬁﬁg m/z 55.10  93.46%
mlz--> 20 40 60 80 100 120 140 160
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 e AN
10.50 11.00
270 m/z 41.00 43.46%
\\\\‘\‘\‘ \\‘\“ q !“\\\‘\‘\\\\‘\\\\‘\\\\
miz-> 40 60 80 100 120 140 160
Abundance #7687:Cyd0hexane,L4~dnnethyk,nans—
55.0 97.0
= —
10.50 11.00
5000 ITI/Z 112.10 34.70%
27.0
SRS 0. 0 S U
miz--> 20 40 60 100 120 140 160
Abundance #7691: Cydohexane 1,3-dimethyl-, trans- ‘/> s
55.0 97.0 10.50 11.00
m/z 56.10 32.81%
5000
27.0 ‘ ‘
mlz--> 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VW@19879.D

Acqg On : 24 Aug 2021 16:53
Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

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 14 (DEL) Alkane: Cyclic11.231 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.231 7.22 ug/L 263526  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 93
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 90
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 72

Abundance Scan 1530 (11.231 min): VW019879.D\data.ms (-1522) (- m/z 111.10 100.00%
1

111
69.0
5000
41.1
et N
| ‘ ‘91 . 11.00 11.50
SN I D AL wlPz 1691 s 69.05  76.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 41.0 N St
11.00 11.50
m/z 55.05 44.72%
\1\5\-0‘\“\‘\ T T \“\‘\ \H‘ }9\1\.0\‘ T 1 T ‘ \‘\ T ‘ L ‘ UL
m/z--> 200 40 60 80 100 120 140 160
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
= —
11.00 11.50
m/z 41.10 34.00%
5000 41.0
9.0
mlz--> 20 40 60 80 100 120 140 160
Abundance #13262: Cyclohexane, 1,1,3-trimethyl- T T
111.0 11.00 11.50
69.0 m/z 83.05 24.10%
5000 41.0 J\/\
pL0 //\M AN
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VW@19879.D

Acqg On : 24 Aug 2021 16:53
Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

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 15 (DEL) Alkane: Cyclic11.286 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.286 1.37 ug/L 50139 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 46
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 43
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 43
4 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 43
5 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 43

Abundance Scan 1539 (11.286 min): VW019879.D\data.ms (-1535) (- m/z 69.10 100.00%

69.1
111.1
5000 41.0
‘ 11.00 11,50
169.1 : ’
abos 109110 72.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13237: 1,1,4-Trimethylcyclohexane
69.0 111.0
5000 41.0 UL -
11.00 11.50
m/z 97.05 59.57%
\1\5\.0‘\“\‘\ T T \‘\‘\" \‘\‘\ \H“\g\l\.o\‘ T \H T ‘ \‘\ T ‘ L ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #13264: Cyclohexane, 1,1,3-trimethyl- /\‘
69.0 111.0
TV B
11.00 11.50
m/z 55.10  55.19%
5000 21.0
. 890
mlz--> 20 40 60 80 100 120 140 160
Abundance #13263: Cyclohexane, 1,1,3-trimethyl- =T =
69.0 111.0 11.00 11.50
m/z 70.00 49.79%
h | AL\M\NMJ\
120 4 WL 190 RNAVAVENL RV
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VW@19879.D

Acqg On : 24 Aug 2021 16:53
Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

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 16 (DEL) Alkane: Cyclic11.439 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.439 1.66 ug/L 60459  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 002234-75-5 93

2 Cyclohexane,

4 Cyclohexane,

1,2,4-t
1,2,4-t
3 Cyclohexane, 1,3,5- tr‘1methyl— (... 126 C9H18
1,2,4-t
1,1,2-t

5 Cyclohexane,

002234-75-5 90
001795-26-2 87
007667-60-9 87
007094-26-0 83

Abundance Scan 1564 (11.439 min): VW019879.D\data.ms (-1558) (- 69.10 100.00%

69.1 1111
5000 41.0
91 11 50
M?MQO m/z 111.10  98.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13246: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0
5000 410 ‘A‘ ‘
11. 50
61.25%
\1\5\.0‘\‘1‘\\ \\‘\‘\" \‘\‘\ T ““!9\1\.0\‘ T 1 T ‘ \‘\ T ‘ L ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #13256: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0
41.0 11.50
5000 43.40%
Mld
m/z--> 20 40 60 80 100 120 140 160
Abundance #13301: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 11 50
111.0 m/z 126.10 33.57%
m/z--> 20 40 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VW@19879.D

Acqg On : 24 Aug 2021 16:53
Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

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 17 (DEL) Alkane: Cyclic11.896 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.896 1.99 ug/L 72565 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 64
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 50
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 49
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 47
5 2-Methyl-2-octene 126 C9H18 016993-86-5 46

Abundance Scan 1639 (11.896 min): VW019879.D\data.ms (-1633) - m/z 69.05 100.00%

69.0
111.1
41.0
5000
55,0
83-0 ‘ T T ‘ T
‘ | ‘ H H‘ ‘ 126.1 11.50 12.00
H‘HH’\H\‘H\‘\“HH\‘\‘\H‘\\}\‘H\‘\“\1\\‘\‘\\‘\“\H\“\‘H\‘\‘\!\‘\H m/Z 111.10 66.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13244: Cyclohexane, 1,1,2-trimethyl-
69.0
41.0 55.0 111.0 M
5000 I \"/L\\ T T /\‘ T
11.50 12.00
m/z 56.00 59.79%
27.0 ‘ ‘ ‘ 83.0 126.0
\\‘HH’\H‘\“HHH‘H\‘H‘\H‘\\‘\H“H\‘\‘MHH‘\?Z}‘RH\‘1\\\‘\\!\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
— —
11.50 12.00
5000 410 550 m/z 41.05 58.59%
83.0
27.0 ‘
S O 2 3
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13245: Cyclohexane, 1,3,5-trimethyl- T 7
69.0 111.0 11.50 12.00
m/z 55.00 34.71%
5000 55.0
41.0 126.0
Sl Y- 2 T Y P A SR 1AV
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VW@19879.D

Acqg On : 24 Aug 2021 16:53
Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81821SMA.M
Quant Title : SFAM@1.0

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 18 (DEL) Alkane: Cyclic12.780 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.780 1.30 ug/L 27283 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001839-88-9 68
2 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 58
3 2-Octene, 2,6-dimethyl- 140 C1eH20 004057-42-5 47
4 Cyclopentane, propyl- 112 C8H16 002040-96-2 43
5 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 43
Abundance Scan 1784 (12.780 min): VW019879.D\data.ms (-1777) (- m/z 69.10 100.00%
69.1
125.1
5000 41.0
84.1
—— —
| g | TR
S| Nl ‘NH“WWHJ‘M“‘J“““ m/z 70.10  81.46%
miz--> 20 40 60 80 100 120 140
Abundance #13304: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.
=
58.0 70.0
i /\M Ay
5000 T /‘fl\m T \/v\\ T T T
3900 126.0 12.50 13.00
‘ m/z 55.05 71.91%
\1\5\.0‘\‘1‘\ T }H\ \‘\‘ ‘\‘\‘\ \”‘H! T T \‘\ L L
miz-> 20 40 60 80 100 120 140
Abundance #13255: Cyclohexane, 1,2,3-trimethyl-
69.0
—— —
2410 97.0 12.50 13.00
5000 ITI/Z 125.10 57.54%
126.0
sao | Wy M b L L
mfz--> 20 40 60 80 100 120 140 {\A m }\
Abundance #20705: 2-Octene, 2,6-dimethyl- - - A
41.0 69.0 12.50 13.00
m/z 41.05 47.59%
5000
84.0 140.0
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82421\
Data File : VWO19879.D

Acqg On : 24 Aug 2021 16:53
Operator : SY/VA

Sample : M3526-05

Misc : 3.96g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@81821SMA.M
Quant Title : SFAM@1l.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S 6.878 1.3 ug/L 45973 1 8.848 896188 25.0
(DEL) Alkane: S 8.037 6.1 ug/L 218999 1 8.848 896188 25.0
(DEL) Alkane: C 8.226 4.8 ug/L 171643 1 8.848 896188 25.0
(DEL) Alkane: S 8.427 2.6 ug/L 91771 1 8.848 896188 25.0
(DEL) Alkane: S 9.384 1.7 ug/L 62266 1 8.848 896188 25.0
(DEL) Alkane: C 9.610 10.2 ug/L 365878 1 8.848 896188 25.0
(DEL) Alkane: S 9.945 1.8 ug/L 64115 1 8.848 896188 25.0
(DEL) Alkane: C... 10.085 3.9 ug/L 140326 1 8.848 896188 25.0
(DEL) Alkane: C... 10.213 1.6 ug/L 56370 1 8.848 896188 25.0
(DEL) Alkane: C 10.494 4.7 ug/L 170081 2 11.634 912623 25.0
(DEL) Alkane: C 10.664 4.1 ug/L 150874 2 11.634 912623 25.0
(DEL) Alkane: C 10.762 2.3 ug/L 82051 2 11.634 912623 25.0
(DEL) Alkane: C 11.231 7.2 ug/L 263526 2 11.634 912623 25.0
(DEL) Alkane: C 11.286 1.4 ug/L 50139 2 11.634 912623 25.0
(DEL) Alkane: C 11.439 1.7 ug/L 60459 2 11.634 912623 25.0
(DEL) Alkane: C 11.896 2.0 ug/L 72565 2 11.634 912623 25.0
(DEL) Alkane: C 12.780 1.3 ug/L 27283 3 13.560 524370 25.0
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