LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VWO18824.D

Acqg On : 28 Apr 2021 16:43
Operator : SY/VA

Sample : M2177-10

Misc : 3.08G/10ML/MSVOA_W/SOIL

ALS Vvial : 12 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\SFAMWLMO41421SMA.M
Title : SFAMO1.0

Signal : TIC: VWO18824.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.154 36 41 46 rBV 18156 37154 2.86% 0.252%
2 2.343 67 72 84 rVB 84022 170592 13.15% 1.158%
3 2.885 153 161 175 rVB 55056 142816 11.01% 0.969%
4 3,282 224 226 227 rVB2 1826 1158 0.09% ©0.008%
5 3.324 231 233 235 rw3 1481 1261 ©0.10% 0.009%
6 3.373 237 241 249 rVB8 3760 9135 0.70% 0.062%
7 3.519 263 265 267 rVB2 583 500 0.04% 0.003%
8 3.690 288 293 297 rBV6 596 1179 0.09% 0.008%
9 3.836 314 317 319 rBv3 616 489 0.04% 0.003%
106 3.879 322 324 327 rVB3 458 546 0.04% 0.004%
11  3.934 329 333 334 rBV3 643 514 0.04% 0.003%
12 4.007 334 345 361 rBV 90489 289814 22.34% 1.967%
13 4.196 363 376 393 rVW4 20290 88814 6.85% 0.603%
14 4.373 396 405 418 rVB 17016 52485 4.05% 0.356%
15 4.513 421 428 429 rBV3 384 632 0.05% 0.004%
16 4.586 429 440 441 rBV2 1461 3255 0.25% 0.022%
17 4.653 449 451 453 rVv2 612 400 0.03% 0.003%
18 4.690 455 457 460 rVB3 675 563 0.04% 0.004%
19 4.787 470 473 475 rBv3 768 864 0.07% 0.006%
20 4.915 482 494 514 rBV2 38691 148520 11.45% 1.008%
21 5.074 518 520 523 rVB3 515 425 0.03% 0.003%
22 5.293 551 556 559 rBv4 469 960 0.07% 0.007%
23 5.324 559 561 563 rBvV3 489 516 ©0.04% 0.004%
24 5.342 563 564 568 rVB4 477 416 ©0.03% 0.003%
25 5.385 568 571 572 rBV3 399 456 0.04% 0.003%
26 5.440 577 580 581 rBV3 865 568 0.04% 0.004%
27 5.598 604 606 609 rBvV3 471 480 0.04% 0.003%
28 5.690 619 621 623 rBvV3 459 505 0.04% 0.003%
29 5.763 631 633 635 rvv 447 387 0.03% 0.003%
30 5.787 635 637 639 rvw2 702 759 0.06% ©0.005%
31 5.806 639 640 642 rVwW 526 409 0.03% 0.003%
32 5.934 650 661 671 rBV2 11457 34892 2.69% 0.237%
33 6.031 674 677 680 rBvV3 453 570 0.04% 0.004%
34 6.068 680 683 687 rBv2 428 725 0.06% ©0.005%
35 6.269 713 716 717 rBV3 495 456 0.04% 0.003%
36 6.305 721 722 727 rVB5 688 979 ©0.08% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VWO18824.D

Acqg On : 28 Apr 2021 16:43
Operator : SY/VA

Sample : M2177-10

Misc : 3.08G/10ML/MSVOA_W/SOIL

ALS Vvial : 12 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\SFAMWLMO41421SMA.M
Title : SFAMO1.0
37 6.391 733 736 740 rVB2 372 551 0.04% 0.004%
38 6.421 740 741 743 rBV2 487 373 0.03% 0.003%
39 6.494 752 753 757 rVB2 491 504 0.04% 0.003%
40 6.531 757 759 760 rBvV2 505 389 0.03% 0.003%
41 6.610 769 772 775 rVB4 783 1178 ©0.09% 0.008%
42 6.696 783 786 787 rBV3 488 393 0.03% 0.003%
43  6.714 787 789 793 rBV3 506 712 0.05% ©0.005%
44 6.866 807 814 815 rBv4 1060 2090 0.16% 0.014%
45 6.903 817 820 822 rBv4 580 688 0.05% 0.005%
46 6.958 828 829 830 rBV 636 424 0.03% 0.003%
47 6.988 832 834 838 rVB4 1002 1101 ©0.08% 0.007%
48 7.110 842 854 859 rBV 42632 134983 10.40% 0.916%
49 7.348 891 893 895 rvB2 743 627 0.05% 0.004%
50 7.366 895 896 899 rBvV3 563 661 0.05% 0.004%
51 7.415 903 904 908 rBV4 680 821 0.06% 0.006%
52 7.476 911 914 915 rBV3 398 456 0.04% 0.003%
53 7.488 915 916 920 rBV4 435 578 0.04% 0.004%
54 7.543 923 925 926 rBvV2 828 754 0.06% ©0.005%
55 7.647 931 942 955 rBvV 232582 577918 44.54% 3.922%
56 7.775 961 963 966 rVB5 643 528 0.04% 0.004%
57 7.830 970 972 974 rBV3 814 808 0.06% 0.005%
58 7.915 985 986 987 rBV 922 609 0.05% 0.004%
59 7.945 987 991 993 rVWV5 1788 2996 0.23% 0.020%
60 8.019 1001 1003 1004 rBV2 1135 846 0.07% ©0.006%
61 8.079 1012 1013 1015 rBV 892 381 0.03% 0.003%
62 8.116 1017 1019 1021 rBV2 1207 922 0.07% 0.006%
63 8.153 1021 1025 1027 rBV5 1171 1397 0.11% 0.009%
64 8.275 1032 1045 1063 rBV2 390317 1297483 100.00%  8.806%
65 8.476 1070 1078 1088 rVB2 14508 37611 2.90%  0.255%
66 8.665 1107 1109 1110 rVB2 1443 698 0.05% 0.005%
67 8.695 1110 1114 1118 rBV6 2470 4651 0.36% 0.032%
68 8.842 1129 1138 1148 rBV 514266 1023295 78.87% 6.945%
69 9.073 1171 1176 1183 rBV4 13533 28472 2.19% 0.193%
70 9.274 1202 1209 1225 rBV 307497 647816 49.93% 4.396%
71  9.762 1283 1289 1293 rBV2 15820 31163 2.40% 0.211%
72 9.890 1306 1310 1316 rVB3 14718 26537 2.05% 0.180%
73 10.036 1328 1334 1341 rBV 135300 239660 18.47% 1.626%
74 10.244 1366 1368 1374 rVB3 14186 21388 1.65% 0.145%
75 10.323 1375 1381 1389 rVV 438466 773309 59.60% 5.248%

76 10.579 1418 1423 1429 rBV 89991 150049 11.56% 1.018%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VWO18824.D

Acqg On : 28 Apr 2021 16:43
Operator : SY/VA

Sample : M2177-10

Misc : 3.08G/10ML/MSVOA_W/SOIL

ALS Vvial : 12 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\SFAMWLMO41421SMA.M
Title : SFAMO1.0
77 10.701 1439 1443 1449 rVB 42236 77855 6.00% ©.528%
78 10.927 1475 1480 1487 rBV 209620 360746 27.80%  2.448%
79 11.067 1500 1503 1506 rBVS5 14385 20887 1.61% 0.142%
80 11.445 1560 1565 1567 rBV2 66302 127394 9.82% 0.865%
81 11.628 1590 1595 1604 rVB 585489 1066146 82.17% 7.236%
82 12.597 1749 1754 1760 rBV3 187292 508777 39.21% 3.453%
83 12.695 1765 1770 1776 rVB 345832 666211 51.35% 4.521%
84 12.865 1793 1798 1803 rBV6 73786 176124 13.57%  1.195%
85 13.194 1848 1852 1858 rVB 197622 338478 26.09%  2.297%
86 13.298 1865 1869 1873 rBv2 137705 242729 18.71% 1.647%
87 13.408 1883 1887 1896 rVB3 254475 425838 32.82% 2.890%
88 13.481 1896 1899 1901 rBV4 53090 73908 5.70% 0.502%
89 13.554 1907 1911 1915 rBV 368555 608227 46.88% 4.128%
990 13.603 1915 1919 1929 rVB 329291 781914 60.26% 5.307%
91 13.761 1940 1945 1954 rVB4 208577 458053 35.30%  3.109%
92 13.853 1955 1960 1968 rBV 330376 725073 55.88% 4.921%
93 14.066 1992 1995 2002 rBv4 134060 262089 20.20% 1.779%
94 14.194 2012 2016 2019 rBV 96865 148944 11.48% 1.011%
95 14.261 2023 2027 2033 rVB3 158577 300417 23.15% 2.039%
96 14.383 2043 2047 2051 rVB5 139243 192662 14.85% 1.308%
97 14.658 2089 2092 2100 rVB4 109158 176100 13.57% 1.195%
98 14.847 2119 2123 2128 rVB3 234433 386414 29.78%  2.622%
99 15.334 2199 2203 2208 rVB3 146150 264135 20.36% 1.793%
106 15.395 2208 2213 2217 rBV5 162376 335778 25.88% 2.279%

Sum of corrected areas: 14734913
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\ViWe42821\

: VWe18824.D

: 28 Apr 2021 16:43

: SY/VA

: M2177-10

: 3.08G/10ML/MSVOA_W/SOIL

: 12 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@41421SMA.M

Quant Title

TIC Library

. SFAM@1.0

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

600000

500000

400000

300000

200000

100000

o

Time-->
Abundance

600000

500000

400000

300000

200000

100000

TIC: VW018824.D\data.ms

2.343 4.007
2.885
2154 4.915

328273 5196008883410 373 w1mmme087\ 5.074 FEBER6 T EwHE 8H0aS 60 EESERIBAE . €

2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80
TIC: VW018824.D\data.ms

11.628

8.275

7.647

0
Time-->
Abundance

600000

500000

400000

300000

200000

100000

T — — — — —
8.50 9.00 9.50 10.00 10.50 11.00 11.50
TIC: VW018824.D\data.ms
13.554
13.853 14.847

‘ 14.066 153595

Tl

13.603

12.695 13.408
12.59 J
‘ 12.865

Time-->

T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018824.D

Acqg On : 28 Apr 2021 16:43
Operator : SY/VA

Sample : M2177-10

Misc : 3.08G/10ML/MSVOA_W/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.445 2.99 ug/L 127394  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 38
2 Undecane, 6-ethyl- 184 C13H28 017312-60-6 38
3 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 35
4 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 30
5 Trisiloxane, octamethyl- 236 C8H2402S5i3 000107-51-7 27
Abundance Scan 1565 (11.445 min): VW018824.D\data.ms (-1560) ( m/z 220.95 100.00%
71.1 220.9
43.1
5000
=
‘ 1111 1412 11.50
P “M 1“‘1““““}“&“““4"9‘ y “‘ b m/z 71010 96.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
5000 1
85.0 11.50
29.0 m/z 57.10  90.03%
0 ‘\‘ \‘\ M\ H\ Il \11§0 141.0 169.0 226.0
\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48842: Undecane, 6-ethyl-
57.0
——
11.50
5000 m/z 43.10 70.67%
29.0 850 1120
‘ ‘ ‘ ‘ 154.0
bbb M ) 1840
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48914: Nonane, 3-methyl-5-propyl- T
57.0 11.50
m/z 72.95 64.57%
5000 85.0
29.0
112.0 141.0
oot A PEO MO mao 1N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018824.D

Acqg On : 28 Apr 2021 16:43
Operator : SY/VA

Sample : M2177-10

Misc : 3.08G/10ML/MSVOA_W/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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 wunknown-01 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.865 7.24 ug/L 176124  1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Cyclohexyl-2-cyclohexylidenethane 192 C14H24 059986-23-1 32
2 Cyclohexene, 3-pentyl- 152 C11H20 015232-92-5 30
3 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 27
4 2-Pentyne, 4,4-dimethyl- 96 C7H12 000999-78-0 25
5 Furan, 2-ethyl- 96 C6H80 003208-16-0 22

Abundance Scan 1798 (12.865 min): VW018824.D\data.ms (-1793) - m/z 81.10 100.00%

i M\/\
41.0
5000 156.0
1250  13.00
186.0 281.: : :
0 223.9 m/z 97.10  66.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54704: 1-Cyclohexyl-2-cyclohexylidenethane
81.0
41.0
5000 — ——
12.50 13.00
oo 192.0 m/z 55.10 54.53%
O' ‘\}E\.“HH‘HH‘HH’\H‘\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25422: Cyclohexene, 3-pentyl-
81.0
— —
12.50 13.00
5000 ITI/Z 41.05 49.46%
41.0
‘ 152.0
A T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2926: Cyclobutane, (1-methylethylidene)- “ —
81.0 12.50 13.00
m/z 71.10 41.17%
5000
39.0
0‘HMLNMNMJMWMH‘HH_H‘_HWH‘WHHM‘HMHW‘HWHH‘H — ——
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018824.D

Acqg On : 28 Apr 2021 16:43
Operator : SY/VA

Sample : M2177-10

Misc : 3.08G/10ML/MSVOA_W/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.194 13.91 ug/L 338478 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 72
2 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34 127204-12-0 59
3 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 59
4 2,2-Dimethyloctadecane 282 C20H42 1000360-43-2 59
5 2,2,7,7-Tetramethyloctane 170 C12H26 001071-31-4 59

Abundance Scan 1852 (13.194 min): VW018824.D\data.ms (-1848)  m/z 57.10 100.00%
57.1

o MJ\M
‘ 85.1 13.00 13.50
- 112.1 . .
139.2
ow_H‘\“Hu‘u“M“UmwmHu‘ﬂ??nl‘_‘“2‘9‘7;‘1“” m/z 56.05 40.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48898: Decane, 2,2,8-trimethyl-
57.0
5000 T T T T T T
13.00 13.50
m/z 41.10 24.19%
29.
B | 80 1510 eeg
\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83053: Dodecane, 2,2,11,11-tetramethyl-
57.0
—— ——
13.00 13.50
5000 ITI/Z 43.10 20.70%
29.0 85.0
ol Tl L) )T 118014101680 2110
T e e e e R EREERE A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38358: Heptane, 2,2,4,6,6-pentamethyl- P ——
57.0 13.00 13.50
m/z 55.05 14.53%
5000
29.0
0 I \“ L 8501120 1550
R aama = e i Sa e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018824.D

Acqg On : 28 Apr 2021 16:43
Operator : SY/VA

Sample : M2177-10

Misc : 3.08G/10ML/MSVOA_W/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.298 9.98 ug/L 242729 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 3-methyl- 184 C13H28 017312-57-1 43
2 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 43
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 38
4 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 38
5 2,2-Dimethyleicosane 310 C22H46 1000360-43-4 38

Abundance Scan 1869 (13.298 min): VW018824.D\data.ms (-1865) (- m/z 57.10 100.00%

57.1
5000
—— ——
H ‘ 1121 1861 207.0 pos.C 13.00 13.50
L — Ll ] “‘u - “u 2471 SR njz s6.00  37.32%
m/z--> 50 100 150 200 250 300
Abundance #48853: Dodecane, 3-methyl-
57.0
5000 — ——
13.00 13.50
m/z 71.10 28.24%
‘ ‘ 99.0 155.0
02\6\0‘\““\ ‘1‘\”\“ I “‘\ L B ) B B B
m/z--> 50 100 150 200 250 300
Abundance #48865: Undecane, 2,9-dimethyl-
57.0
—— ——
13.00 13.50
5000 m/z 41.10 27.84%
Lm0
Y222 0 L P N Y N —
m/z--> 50 100 150 200 250 300
Abundance #105904: Pentadecane, 2,6,10-trimethyl- T —
57.0 13.00 13.50
m/z 43.10 27.01%
o Mm
99.0
olzeio] | | 717 110 1820 90 MU
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018824.D

Acqg On : 28 Apr 2021 16:43
Operator : SY/VA

Sample : M2177-10

Misc : 3.08G/10ML/MSVOA_W/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.408 17.50 ug/L 425838 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 64
2 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 59
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 53
5 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 53

Abundance Scan 1887 (13.408 min): VW018824.D\data.ms (-1883) - m/z 57.10 100.00%

57.1
5000
——
1J2‘7-1 13.50
oMbl 2082 e m/z 71.10 83.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241526: Tetratetracontane
57.0
5000 L
13.50
m/z 85.10 63.26%
27.0
ol J Ll 197.0267.0 351.0421.0491.0 618.(
H\\’HH‘T\H‘\H\‘\HY‘HY!‘WH\[HH‘\T\W\H\‘\T\\‘H\T‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #48917: Nonane, 5-(1-methylpropyl)-
57.0
——
13.50
5000 ITI/Z 43.10 48.55%
126.0
o‘H‘VJm‘u‘w‘u‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘WH‘W‘H‘_‘H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester P
57.0 13.50
m/z 41.00 39.92%
- MM/\J\
o‘J\u,utm‘lwm‘_m_wwwWWWWWm_m —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.50

SFAMWLMO41421SMA.M Fri Apr 30 11:16:07 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018824.D

Acqg On : 28 Apr 2021 16:43
Operator : SY/VA

Sample : M2177-10

Misc : 3.08G/10ML/MSVOA_W/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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 unknown-02 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.481 3.04 ug/L 73908 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Isopropyl-4-methylhex-2-enal 154 C10H180 072668-37-2 43
2 Cyclohexane, 2,4-diisopropyl-1,1... 196 C14H28 1000149-60-5 38
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 30
4 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 27
5 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 22
Abundance Scan 1899 (13.481 mln) VW018824.D\data.ms (-1896) ( m/z 97.10 100.00%
69.1 97
41.0
5000
139.1
——
Uodh Ll by 279 2082 o
O bl bl el bl S m/z 69.10 94.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26752: 2-Isopropyl-4-methylhex-2-enall
43.0| 69.0
139.0
5000 1
97.0 13.50
‘ m/z 57.10 78.57%
il h‘\ L \‘H\u\‘ MHH \\\‘\ O |
O\\\‘\\\\’\\\‘\\\\‘\1\‘\1\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #58324: Cyclohexane, 2,4-diisopropyl-1,1-dimethyl-
41.0 9.0 97.0
——
13.50
5000 m/z 41.00 69.60%
153.0
0 M‘\‘ \‘\‘ 125 0 “ 196 O
- \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11594: Cyclohexane, 1,2,4-trimethyl- P
69.0 13.50
111.0 m/z 55.00  69.44%
5000 41.0 MM
osoy A LA L -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50

SFAMWLMO41421SMA.M Fri Apr 30 11:16:07 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018824.D

Acqg On : 28 Apr 2021 16:43
Operator : SY/VA

Sample : M2177-10

Misc : 3.08G/10ML/MSVOA_W/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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 unknown-03 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.761 18.83 ug/L 458053 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-pentyl undecyl... 306 C16H3403S 1000309-16-0 43
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 43
3 Nonane, 2,6-dimethyl- 156 C1l1H24 017302-28-2 38
4 Undecane, 4-methyl- 170 C12H26 002980-69-0 38
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 38
Abundance Scan 1945 (13.761 min): VW018824.D\data.ms (-1940) - m/z 57.10 100.00%
57.1
5000
85.1
109.1 193.2 — —
141.1 13.50 14.00
Obrrprree el A ik w‘l‘w‘ ; “‘1‘\“,‘% 208l L2245 Ly 7110 88.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #149372: Sulfurous acid, 2-pentyl undecyl ester
71.0
43.0
5000 —r ——
13.50 14.00
m/z 43.10 61.73%
99.0 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7645: Hexane, 3,3-dimethyl-
43.0
—— —
710 13.50 14.00 .
5000 m/z 56.10 55.83%
99.0
o‘1?;9““”‘,“:H‘u“‘u‘u‘,lmm‘HH,‘m_WW_WH_H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28437: Nonane, 2,6-dimethyl- — —
43.0 13.50 14.00
71.0 m/z 41.10 44.84%
5000 MM
113.0
(BN 1 S B Y e - 1 e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00

SFAMWLMO41421SMA.M Fri Apr 30 11:16:08 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018824.D

Acqg On : 28 Apr 2021 16:43
Operator : SY/VA

Sample : M2177-10

Misc : 3.08G/10ML/MSVOA_W/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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 unknown-04 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.066 10.77 ug/L 262089  1,4-Dichlorobenzene-d4  13.560

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzeneethanamine, N-[(pentafluo... 475 C21H26F5N02Si2 ©55429-85-1 42
2 Benzoic acid, 2-[(trimethylsilyl... 282 C13H2203Si2 003789-85-3 33
3 Benzoic acid, 2-[(trimethylsilyl... 282 C13H2203Si2 003789-85-3 33
4 11H-Dibenzo[b,e][1,4]diazepin-11... 267 C1l6H17N30 013450-73-2 27
5 Trimethylsilyloxyethane, 2-(3-tr... 282 C14H2602Si2 1000365-49-0 17

Abundance Scan 1995 (14.066 min): VW018824.D\data.ms (-1992) - m/z 73.00 100.00%
73.0

5000 267.0
T T T
2y ‘ 12311541 19315959 14.00
bl bl SR b m/z 267.00 38.53%
miz--> 50 100 150 200 250
Abundance #231876: Benzeneethanamine, N-[(pentafluorophenyl)me
73.0
5000 —4 :
2810 9174'(1)2 23.86%
44.0 m/z . .86%
oLl 1040 147.0179.02090 “
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance #128753: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethylsil
73.0
—— ‘
14.00
5000 267.0 ITI/Z 55.00 14.98%
43,0 135.0 193.0
ol A A050 4 70, 2380 |
miz--> 50 100 150 200 250
Abundance #128754: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethylsil P ‘
73.0 14.00
m/z 43.10 8.67%
5000
267.0
43,0 135.0
ol Ll poso |~ 1930 2330 |
e T T —
m/z--> 50 100 150 200 250 14.00

SFAMWLMO41421SMA.M Fri Apr 30 11:16:08 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018824.D

Acqg On : 28 Apr 2021 16:43
Operator : SY/VA

Sample : M2177-10

Misc : 3.08G/10ML/MSVOA_W/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.194 6.12 ug/L 148944  1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 70
2 Tetradecane 198 C14H30 000629-59-4 58
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 50
4 Dodecane 170 C12H26 000112-40-3 46
5 Decane, 1l-iodo- 268 C10H21I 002050-77-3 46
Abundance Scan 2016 (14.194 min): VW018824.D\data.ms (-2012) - m/z 57.10 100.00%
57.1
85.1
5000
141.1 LI L
‘\ LA ‘ | 17312032 267.C w pay
O bl ”w ‘wuﬁmhm_m_Wwwwww m/z 43.10 68.48%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #48832: Tridecane
57.0
5000 —r— ——
290 85.0 14.00 14.50
m/z 71.10 66.85%
J L)) ) 010 18a0
\H‘HH‘H\ ‘HH‘HH‘HH‘HH‘\\H‘\\H‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59880: Tetradecane
57.0
—— —
14.00 14.50
5000 85.0 m/z 41.05 53.87%
29.0
DLl 130141 016001980
R RE AR A ARAaana s e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #38324: Undecane, 2-methyl- T —
43.0 14.00 14.50
m/z 85.10 51.79%
71.0
5000
o | | 990127'01550
m/z--> 20 40 60 80 100120140160180200220 240260 14.00 14.50

SFAMWLMO41421SMA.M Fri Apr 30 11:16:09 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018824.D

Acqg On : 28 Apr 2021 16:43
Operator : SY/VA

Sample : M2177-10

Misc : 3.08G/10ML/MSVOA_W/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.261 12.35 ug/L 300417 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 46
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 43
3 Tetratetracontane 619 C44H90 007098-22-8 43
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 43
5 Hentriacontane 437 C31H64 000630-04-6 38

Abundance Scan 2027 (14.261 min): VW018824.D\data.ms (-2023) - m/z 57.10 100.00%

57.1
5000
—— —
% . J\ »140-1 14.00 1450
o‘mMe\unlmjwz??:‘l"mwH_mwwwmwwm m/z 41.85 50.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #38349: Decane, 3,8-dimethyl-
57.0
5000 —r ——
14.00 14.50
m/z 55.05 46.45%
‘ %41.0
O\H!‘\‘H\J‘LHI‘\H\’HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #38344: Decane, 3,8-dimethyl-
57.0
—— —
14.00 14.50
5000 ITI/Z 43.10 45.19%
‘ 141.0
L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241526: Tetratetracontane — —
57.0 14.00 14.50
m/z 71.10 44.68%
5000
27.0
ol Jl 1], 197:0267.0 351.0421.0491.0 618.(
A A e e e e e e o —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.50

SFAMWLMO41421SMA.M Fri Apr 30 11:16:10 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018824.D

Acqg On : 28 Apr 2021 16:43
Operator : SY/VA

Sample : M2177-10

Misc : 3.08G/10ML/MSVOA_W/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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 trans-Decalin, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.383 7.92 ug/L 192662 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 90
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 90
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 74
4 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 68
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 68
Abundance Scan 2047 (14.383 min): VW018824.D\data.ms (-2043) - m/z 95.05 100.00%
95.0
67.0 152.1
41.0
5000
— ——
183.1 14.00 14.50
o 20932343 p/7 s1.10 97.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25429: trans-Decalin, 2-methyl-
81.0
55.0 152.0
5000 — —
14.00 14.50
29.0 109.0 m/z 152.05 80.99%
O' }\‘\H\“\\H‘\\“‘H\\“\\‘\‘\\H‘H\\‘\\\\‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
— ——
14.00 14.50
5000 m/z 67.05 79.54%
‘ 109.0
AR T ¥ ¥ 5 N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25332: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S — —
95.0 14.00 14.50
41.0
m/z 41.00 54.65%
5000 69.0
152.0
0 15.0 I \M\ “123'0\ ‘\
1 A — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50

SFAMWLMO41421SMA.M Fri Apr 30 11:16:10 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018824.D

Acqg On : 28 Apr 2021 16:43
Operator : SY/VA

Sample : M2177-10

Misc : 3.08G/10ML/MSVOA_W/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.658 7.24 ug/L 176100 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-ethyl- 170 C12H26 001636-44-8 64
2 Oxalic acid, bis(6-ethyloct-3-yl... 370 C22H4204 1000309-34-6 52
3 4,4-Dipropylheptane 184 C13H28 017312-72-0 47
4 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 47
5 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 43
Abundance Scan 2092 (14.658 min): VW018824.D\data.ms (-2089) - m/z 43.10 100.00%
43.1
71.1
5000
141.1
97.1 ‘ 1 IR
14.50 15.00
180.2
0 ww‘i“wﬂ “Hlum b 222071 s 7110 82.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38320: Decane, 4-ethyl-
43.0
5000 85.0 —— ——
14.50 15.00
m/z 57.10 74.76%
0 150“ b | 1130 7 1700
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #196942: Oxalic acid, bis(6-ethyloct-3-yl) ester
57.0 85.0
—— —
14.50 15.00
5000 m/z 85.10 73.49%
141.0
29.0 111.0
b d bbbl | o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48849: 4,4-Dipropylheptane T T
57.0 gs5.0 14.50 15.00
m/z 41.00 51.33%
5000 141.0 /\/WM
29.0
Ll ‘ A h‘llzo |
0 bbbl e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

SFAMWLMO41421SMA.M Fri Apr 30 11:16:11 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018824.D

Acqg On : 28 Apr 2021 16:43
Operator : SY/VA

Sample : M2177-10

Misc : 3.08G/10ML/MSVOA_W/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.847 15.88 ug/L 386414 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 59
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 55
3 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 53
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 52
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 46

Abundance Scan 2123 (14.847 min): VW018824.D\data.ms (-2119) (- m/z 43.10 100.00%

431 711
5000
95.1 151.1 — ——
‘ ‘ ‘ ‘ 14.50 15.00
Ol el g ZLL 1822 2221 0 71,10 94.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48879: Undecane, 4,8-dimethyl-
43.0
71.0
5000 — —
14.50 15.00
m/z 57.10 66.86%
| ‘ | 99.0 1410
O\\\‘\“i\\“‘\\\‘\’\\H\\"\‘\\\“‘\\\‘\‘\\\\“\\\\‘\\\\‘\\.\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48846: Dodecane, 4-methyl-
430 710
— ——
14.50 15.00
5000 m/z 85.10 58.06%
‘ 99.0  141.0
ACEL I R X
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48862: Undecane, 4,8-dimethyl- — —
43.0 14.50 15.00
m/z 41.10 55.85%
71.0
5000
‘ o 1410
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018824.D

Acqg On : 28 Apr 2021 16:43
Operator : SY/VA

Sample : M2177-10

Misc : 3.08G/10ML/MSVOA_W/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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 17 1-Decanol, 2-octyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15334 10.86 ug/L 264135  1,4-Dichlorobenzene-d4  13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 90

2 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 80
3 Tetradecane, 1-fluoro- 216 C14H29F 000593-33-9 58
4 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 58
5 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 50

Abundance Scan 2203 (15.334 min): VW018824.D\data.ms (-2199) (- m/z 57.10 100.00%
57.1

5000 97.1
— —
1271 1822 15.00 15.50
0 WH\MH‘H ol b 0 S e 289 m/z 43.10 55.05%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #119525: 1-Decanol, 2-octyl-
57.0
5000 — —
7.0 15.00 15.50
m/z 71.10 46.48%
27,0 ‘ ‘
O H\‘\‘\“H“MH“ "\HH“‘H\‘1”‘\\‘1‘\‘\h‘\\\“}\\\’\1’6\\8\9\\\\2‘%0\\‘0\\\\‘2\5\\2\’9\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #50325: 1-Octanol, 2-butyl-
57.0
— —
15.00 15.50
5000 ITI/Z 41.00 46.20%
111.0
o bl e
0Lyt mm M
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74352: Tetradecane, 1-fluoro- — ——
43.0 15.00 15.50
m/z 55.05 41.96%
5000
85.0
rrrT HHMH‘_HwH‘WHHMH‘MHWH‘WHHM‘HMHW‘HWH — ——
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VW018824.D

Acqg On : 28 Apr 2021 16:43
Operator : SY/VA

Sample : M2177-10

Misc : 3.08G/10ML/MSVOA_W/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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 18 Cyclodecene, 3-bromo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.395 13.80 ug/L 335778 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodecene, 3-bromo- 216 C1OH17Br 056325-56-5 53
2 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 35
3 Dodecane 170 C12H26 000112-40-3 35
4 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 35
5 2-Hexyl-1-octanol 214 C14H300 019780-79-1 35
Abundance Scan 2213 (15.395 min): VW018824.D\data.ms (-2208)  m/z 57.10 100.00%
57.1
95.0
5000
137.1166.1
— ——
15.00 15.50
o 203.0234.1  281.( m/z 55.00 68.78%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #73755: Cyclodecene, 3-bromo-
81.0
41.0
5000 — e
137.0 15.00 15.50
m/z 71.10 63.32%
Ot T t w\ \‘HHH M‘\ \‘H T e “\ TT U‘ TTT \:’LZ%.’(\)\ T %:\L\S‘\p\ ERRARNRRREN R
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #50325: 1-Octanol, 2-butyl-
57.0
— ——
15.00 15.50
5000 m/z 41.00 62.44%
111.0
7o L LT o
0‘H_Mwawmwmm_ﬂwmupummuwuwuuwuwuuwuW‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38315: Dodecane “
57.0 15.00 15.50
m/z 95.05 55.95%
5000
79| | | mosero o
O byt etpetbe b e e — e
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42821\
Data File : VWO18824.D

Acqg On : 28 Apr 2021 16:43
Operator : SY/VA

Sample : M2177-10

Misc : 3.08G/10ML/MSVOA_W/SOIL

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO41421SMA.M
Quant Title : SFAM@1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 11.445 3.0 ug/L 127394 2 11.634 1066150 25.0
unknown-01 12.865 7.2 ug/L 176124 3 13.560 608227 25.0
(DEL) Alkane: S 13.194 13.9 ug/L 338478 3 13.560 608227 25.0
(DEL) Alkane: S 13.298 10.0 ug/L 242729 3 13.560 608227 25.0
(DEL) Alkane: S... 13.408 17.5 ug/L 425838 3 13.560 608227 25.0
unknown-02 13.481 3.0 ug/L 73908 3 13.560 608227 25.0
unknown-03 13.761 18.8 ug/L 458053 3 13.560 608227 25.0
unknown-04 14.066 10.8 ug/L 262089 3 13.560 608227 25.0
(DEL) Alkane: S... 14.194 6.1 ug/L 148944 3 13.560 608227 25.0
(DEL) Alkane: S... 14.261 12.4 ug/L 300417 3 13.560 608227 25.0
trans-Decalin, ... 14.383 7.9 ug/L 192662 3 13.560 608227 25.0
(DEL) Alkane: S... 14.658 7.2 ug/L 176100 3 13.560 608227 25.0
(DEL) Alkane: S... 14.847 15.9 ug/L 386414 3 13.560 608227 25.0
1-Decanol, 2-oc... 15.334 10.9 ug/L 264135 3 13.560 608227 25.0
Cyclodecene, 3-... 15.395 13.8 ug/L 335778 3 13.560 608227 25.0
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