LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62723\
Data File : VWO26348.D

Acqg On : 27 Jun 2023 12:38
Operator : SY/MD

Sample : 03421-07

Misc : 4.83g/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\SFAMWLMO62623SMA.M
Title : SFAMO1.0

Signal : TIC: VWO26348.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.143 39 42 43 rBV2 4188 3906 0.02% 0.009%
2 2.362 71 78 88 rBv 181289 446818 2.63% 1.044%
3 2.899 158 166 182 rVV2 157386 454713  2.67% 1.063%
4 3.015 183 185 189 rVvB5 4967 4723 0.03% 0.011%
5 3.252 220 224 226 rVB4 1640 2089 0.01% 0.005%
6 3.289 226 230 231 rBv4 1733 2076 0.01% 0.005%
7 3.380 240 245 246 rBVS 3366 4640 0.03% 0.011%
8 3.399 246 248 251 rVB3 3893 3944 0.02% 0.009%
9 3.490 260 263 268 rVvB7 1616 2207 0.01% 0.005%
106 3.533 268 270 272 rBV3 1055 1144 0.01% 0.003%
11  3.594 279 280 281 rBV 2050 1163 0.01% 0.003%
12 3.679 291 294 295 rBV3 902 933 0.01% 0.002%
13 3.728 299 302 304 rVW4 2521 2581 0.02% 0.006%
14 3.795 311 313 315 rVB3 1164 1012 0.01% 0.002%
15 3.813 315 316 319 rVB3 1634 900 0.01% 0.002%
16 3.874 323 326 333 rVB9 1632 2557 0.02% 0.006%
17 3.923 333 334 336 rVB2 1555 948 0.01% 0.002%
18 4.021 336 350 359 rBV 340381 1091703 6.41% 2.552%
19 4.118 359 366 378 rVB 199517 557964 3.28% 1.304%
20 4.264 389 390 395 rVBS 2257 2069 0.01% 0.005%
21  4.325 397 400 401 rvwv3 1078 1075 0.01% 0.003%
22 4.386 401 410 418 rVWV3 4072 14600 0.09% 0.034%
23 4.460 420 422 424 rVB3 1566 1400 0.01% 0.003%
24  4.551 434 437 439 rVB4 1082 1316 0.01% 0.003%
25 4.594 441 444 446 rBV3 1572 1759 0.01% 0.004%
26 4.685 457 459 462 rVB4 1695 1276 0.01% 0.003%
27 4.795 475 477 478 rBV2 1645 1160 0.01% 0.003%
28 4.819 478 481 484 rVB5S 1403 1540 0.01% 0.004%
29 4.856 484 487 489 rBv4 2002 2335 0.01% 0.005%
30 4.923 489 498 513 rBV2 15405 60052 ©0.35% 0.140%
31 5.069 518 522 523 rBV4 2547 2426 0.01% 0.006%
32 5.081 523 524 527 rVB3 1859 1325 0.01% 0.003%
33 5.124 527 531 534 rBV5 1466 2052 0.01% 0.005%
34 5.203 541 544 548 rVB6 891 1408 0.01% 0.003%
35 5.234 548 549 551 rvB2 1432 875 0.01% 0.002%
36 5.313 558 562 564 rVB5 1534 2035 0.01% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62723\
Data File : VWO26348.D

Acqg On : 27 Jun 2023 12:38
Operator : SY/MD

Sample : 03421-07

Misc : 4.83g/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\SFAMWLMO62623SMA.M
Title : SFAMO1.0
37 5.343 564 567 568 rvB3 1046 880 0.01% 0.002%
38 5.380 570 573 574 rBvV3 1684 1241 0.01% 0.003%
39 5.423 579 580 585 rVB5 1723 2161 0.01% 0.005%
40 5.496 590 592 595 rVB4 2162 1721 0.01% 0.004%
41 5.526 595 597 599 rBvV3 1060 1393 0.01% 0.003%
42 5.667 617 620 622 rBV4 1326 1634 0.01% 0.004%
43 5.715 626 628 632 rvv5s 1165 933 0.01% 0.002%
44 5.764 634 636 639 rVv4 1601 2096 0.01% 0.005%
45 5.789 639 640 643 rVB3 2022 1716 0.01% 0.004%
46 5.831 645 647 649 rVB3 1506 13706 0.01% 0.003%
47 5.874 649 654 656 rBV5 1199 2420 0.01% 0.006%
48 5.947 656 666 675 rVv4 10393 31383 0.18% 0.073%
49 6.020 675 678 680 rvv4 1700 1572 0.01% 0.004%
50 6.093 688 690 692 rvB3 1131 1065 0.01% 0.002%
51 6.130 692 696 697 rBV4 1524 1469 0.01% 0.003%
52 6.197 705 707 710 rVB4 1715 2044 0.01% 0.005%
53 6.240 710 714 717 rBV6 2027 3652 0.02% 0.009%
54 6.270 717 719 721 rBV3 1518 1519 0.01% 0.004%
55 6.404 739 741 744 rVB4 1559 1030 0.01% 0.002%
56 6.508 754 758 759 rBV4 1268 1404 0.01% 0.003%
57 6.563 764 767 768 rvB3 1028 990 0.01% 0.002%
58 6.605 771 774 775 rBV3 1414 1745 0.01% 0.004%
59 6.642 779 780 783 rVB3 1579 949 0.01% 0.002%
60 6.673 783 785 787 rBV3 2653 1798 0.01% 0.004%
61 6.721 791 793 796 rVB4 1145 970 0.01% 0.002%
62 6.758 796 799 802 rBVS5 646 1117 0.01% 0.003%
63 6.788 802 804 806 rVB3 1639 1103 0.01% 0.003%
64 6.837 810 812 813 rVB2 1518 955 0.01% 0.002%
65 6.855 813 815 817 rBV3 1784 1843 0.01% 0.004%
66 6.898 821 822 825 rVB3 1559 949 0.01% 0.002%
67 6.941 827 829 831 rVB3 1870 1474 0.01% 0.003%
68 6.990 834 837 839 rBv4 2184 3171 0.02% 0.007%
69 7.075 842 851 859 rBvV 129293 367956 2.16% 0.860%
70 7.166 860 866 880 rVB 94531 273637 1.61% 0.640%
71 7.355 894 897 898 rBvV3 1747 1913 0.01% 0.004%
72 7.374 898 900 902 rvv3 2171 1359 0.01% 0.003%
73 7.410 904 906 908 rVB3 2327 1391 0.01% 0.003%
74 7.441 908 911 914 rBVS 1147 1866 ©0.01% 0.004%
75 7.502 920 921 923 rBV2 1565 1611 ©0.01% 0.004%

76 7.648 934 945 959 rBV 558558 1385157 8.14%  3.238%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62723\
Data File : VWO26348.D

Acqg On : 27 Jun 2023 12:38
Operator : SY/MD

Sample : 03421-07

Misc : 4.83g/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\SFAMWLMO62623SMA.M
Title : SFAM@1.0
77 7.745 959 961 965 rvVvs 2008 1783 0.91% 0.004%
78 7.831 973 975 976 rBV2 1505 1073 ©0.91% 0.003%
79 7.855 976 979 980 rBV3 2011 2388 0.01% 0.006%
80 7.977 997 999 1000 rBV2 2062 1796 0.01% 0.004%
81 8.020 1004 1006 1007 rBV 1954 1433 0.91% 0.003%
82 8.276 1039 1048 1065 rBV2 1161426 3463027 20.35% 8.095%
83 8.501 1083 1085 1087 rVB3 4474 3621 0.02% ©.008%
84 8.843 1133 1141 1158 rBV 1253171 2522474 14.82% 5.896%
85 9.276 1204 1212 1221 rBV 795722 1642701 9.65% 3.840%
86 10.032 1330 1336 1345 rBV 402063 758401 4.46% 1.773%
87 10.324 1377 1384 1393 rBV 1380455 2524563 14.83% 5.901%
88 10.580 1420 1426 1433 rBV 257704 462055 2.71% 1.080%
89 10.922 1477 1482 1490 rBV 440981 785268 4.61% 1.836%
99 11.629 1592 1598 1606 rVB 1336313 2241939 13.17% 5.241%
91 12.586 1747 1755 1767 rVB4 218980 946009 5.56% 2.211%
92 12.690 1767 1772 1780 rVB 470080 763862 4.49% 1.786%
93 13.555 1909 1914 1924 rVB 843951 1410504 8.29% 3.297%
94 13.708 1931 1939 1955 rVB6 165651 757983  4.45% 1.772%
95 13.848 1957 1962 1981 rBV 670017 1366668 8.03% 3.195%
96 14.848 2113 2126 2142 rVB2 5351552 17019469 100.00% 39.783%
97 15.317 2198 2203 2210 rBV 207536 347693 2.04% 0.813%
98 16.274 2354 2360 2369 rBV 397320 729760  4.29% 1.706%
99 16.524 2398 2401 2407 rVB 63360 111025 0.65% 0.260%
100 16.604 2409 2414 2419 rBv4 48769 115875 0.68% 0.271%
Sum of corrected areas: 42780739
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

01

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62723\

: VWO26348.D

: 27 Jun 2023 12:38

: SY/MD

: 03421-07

: 4.83g/10mL/MSVOA_W/SOIL
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO62623SMA.M
. SFAM@1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

Qms

TIC: VW026348.D\data.ms

402118

2.362 289015 3vERaEmIcEE 4 2REREG596
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o

Time-->

2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 620 640 6.60

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: VW026348.D\data.ms

11.629

10.324

8.276 8.843

7.648

Time-->

o MEBEE‘EMZ/\(. TREETRUZ0
0ET IERRED?) (. TAEEER02

o

— T 7 7 —— —
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Abundance

5000000

4000000

3000000

2000000

1000000

TIC: VW026348.D\data.ms

15.317

Time-->

T ‘ T T T ‘ T T ‘ T
15.00 15.50 16.00

T ‘ T
14.50

T ‘ T T ‘ T T ’ T T ‘ T T ‘ T
12.00 12.50 13.00 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW062723\
Data File : VWO26348.D

Acqg On : 27 Jun 2023 12:38
Operator : SY/MD

Sample : 03421-07

Misc : 4.83g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.586  10.55 ug/L 946009  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 86
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 40
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 38
4 Silane, chlorodiethylhexyloxy- 222 C1leH23Closi 1000363-74-4 37
5 2H-Spiro[1-benzofuran-3,2'-[1,3]... 193 C10H11NO3 1000387-33-4 35

Abundance Scan 1755 (12.586 min): VW026348.D\data.ms (-1747) ( m/z 193.25 100.00%

1983
69.1
5000 31
‘ 281.1 1250 |
o‘,HH‘;m!_W_Muhmmweﬁ,w_m“_“‘WHZ‘?Q:?W,“W m/z 69.10 61.62%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0

123.0

%

5000 69.0
12.50

m/z 41.10 55.04%

| ‘H\ ‘\ \‘ \“ ‘ ‘15?0 ‘ |

\’\\\\‘H\\‘\H\‘\\\\‘\\\\‘H\\‘\\H’\\H‘H\\‘HH‘HH‘HH‘HH’\H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t

o

%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0 12.50

m/z 55.10 46.50%

1983.0
69.0 1230

12.50

5000 m/z 83.10 50.19%

L
52.0

P O -

T [

5000 55.0
109.0

qu Il H MM 1420

T
m/z--> 20 40 60 80 100120140160180200220240260280 12.50

%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62723\
Data File : VW@26348.D

Acqg On : 27 Jun 2023 12:38

Operator : SY/MD

Sample : 03421-07

Misc : 4.83g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO62623SMA.M
. SFAM@1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 3 1-Ethynylcyclododecanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.708  13.43 ug/l 757983  1,4-Dichlorobenzene-d4  13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl. .. 208 CisH28 080655-44-3 58

2 1-Ethynylcyclododecanol
3 Cyclododecanone, 2-methylene-

4 2(1H)-Naphthalenone, octahydro-4...
5 Succinic acid, tridec-2-yn-1-yl ...

208 C14H240
194 C13H220
194 C13H220
420 C26H4404

1000484-40-4 50
003045-76-9 38
007056-56-6 25
1010391-10-5 22

Abundance Scan 1939 (13.708 min): VW026348.D\data.ms (-1931) ( m/z 69.10 100.00%
69.1 193.2
5000 09.1
— —
39 0‘ 13.50 14.00
152.1 . :
ol m!w‘u el 2382 2864 s 193,20 91.90%
miz--> 50 100 150 200 250
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 L — T
13.50 14.00
m/z 41.10  88.86%
O T T T T “ T ‘H‘ L \‘ ‘ ‘”‘ \“ T ‘\ ‘1-6\3.\0‘\ \‘ ‘ ‘\ T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #85242 1-Ethynylcyclododecano
— —
13.50 14.00
5000 m/z 97.18  68.27%
39,0 51.0
I M il 193.0
on 8T et S
miz--> 150 200 250
Abundance #69266.Cyd0dodecanone,24nemyMne— e ——
41.0 13.50 14.00
m/z 55.10 67.81%
95.0
5000
F370 194.0
miz--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW062723\
Data File : VWO26348.D

Acqg On : 27 Jun 2023 12:38
Operator : SY/MD

Sample : 03421-07

Misc : 4.83g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

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 4 1,1'-Biphenyl, 2-chloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.848 301.66 ug/L 17019500 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2-chloro- 188 C12H9C1 002051-60-7 98
2 1,1'-Biphenyl, 4-chloro- 188 C12H9C1 002051-62-9 98
3 1,1'-Biphenyl, 2-chloro- 188 C12H9C1 002051-60-7 97
4 3-Chlorobiphenyl 188 C12H9C1 002051-61-8 97
5 3-Chlorobiphenyl 188 C12H9C1 002051-61-8 97

Abundance Scan 2126 (14.848 min): VW026348.D\data.ms (-2113) ( m/z 188.10 100.00%

188.1
1521
5000
76.0

1126.1 H 14. 50 15 00
‘ L

51. 0 ‘
0 Mw\”“”,m‘“ SRR L2202 s 150,05 62.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62868: 1,1'-Biphenyl, 2-chloro-
188.0
152.0
5000
76.0 14 50 15 OO
m/z 190.10 34.61%
51.0 “ 0126.0 ‘ ‘
0 \\\‘\\H“\\\\"\\\U‘\H\\‘\H“\\1\‘\“\\\’\\‘\‘\‘\\\\‘\ H‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62867: 1,1'-Biphenyl, 4-chloro-
188.0
14. 50 15 00
5000 152.0 m/z 76.00 27.92%
76.0
R R T T R R RRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62866: 1,1'-Biphenyl, 2-chloro-
188.0 14 50 15 OO
m/z 153.0 24.87%
5000 152.0
76.0
o280 T e ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14 50 15 OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW062723\
Data File : VWO26348.D

Acqg On : 27 Jun 2023 12:38
Operator : SY/MD

Sample : 03421-07

Misc : 4.83g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.317 6.16 ug/L 347693 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 72
2 Decane, 5-propyl- 184 C13H28 017312-62-8 68
3 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 64
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 64
5 Carbonic acid, dodecyl 2-ethylhe... 342 C21H4203 1000383-13-9 59
Abundance Scan 2203 (15.317 min): VW026348.D\data.ms (-2198) ( m/z 57.10 100.00%
57.1
— —
11‘2-1 105 ( 15.00 15.50
ol b dida [ 1452 1932 2323 282 771 10 70.36%
miz--> 50 100 150 200 250
Abundance #22077: Nonane, 3-methyl-
57.0
5000 e e
15.00 15.50
m/z 43.10 58.03%
27.0‘ 112.0
O T T “\ ‘\‘ ‘ ‘\ ‘1‘ \“‘\ ‘ \H T ]\_4\2.‘()\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #59032: Decane, 5-propyl-
57.0
— ——
15.00 15.50
5000 m/z 41.10 36.52%
27‘,0 112.0
o b dd Taeo asa0
miz--> 50 100 150 200 250
Abundance #111171: Oxalic acid, 2-ethylhexyl ethyl ester — —
57.0 15.00 15.50
m/z 56.05  23.23%
27.0 | 11‘2'0 157.0
S OV O e — A
m/z--> 50 100 150 200 250 15.00 15.50
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

: Vo
. 27

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62723\

26348.D
Jun 2023 12:38

: SY/MD
. 03421-07

: 4.8
01

hod
le

ry

3g/10mL/MSVOA_W/SOIL
Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO62623SMA.M
. SFAM@1.0

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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.275 12.93 ug/L 729760  1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 91
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80

Abundance Scan 2360 (16.274 min): VW026348.D\data.ms (-2354) ( m/z 57.05 100.00%

57.0
5000
85.1
e —
‘ 127.115521832212 16.00 16.50
Oty b, AS5:2183.22123 2781y 7110 82.77%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 T T T T T
85.0 16.00 16.50
m/z 43.05 57.28%
2 27.0
0\‘%\\‘\\\ ‘\\‘1\“1‘\\}““HU\‘\“\H‘\\H‘H]\-ﬁ\s\e‘\\\\‘HH’HH’HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
—— —
16.00 16.50
5000 ITI/Z 41.10 38.47%

o

85.0
w0 | || o mg
e
m/z--> 20 40 60 80 100120140160 180200220240 260 280

Abundance #90208: Dodecane, 2,6,11-trimethyl- —— ——
57.0 16.00 16.50
m/z 85.10 32.37%
5000
85.0
PO e e ]
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW062723\
Data File : VWO26348.D

Acqg On : 27 Jun 2023 12:38
Operator : SY/MD

Sample : 03421-07

Misc : 4.83g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62623SMA .M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.524 1.97 ug/L 111025 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 87
2 Tetradecane, 1-chloro- 232 C14H29C1 002425-54-9 72
3 Nonane, 4,5-dimethyl- 156 C1l1H24 017302-23-7 58
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 58
5 Dodecyl isobutyl ether 242 C16H340 1000406-32-6 53
Abundance Scan 2401 (16.524 min): VW026348.D\data.ms (-2398) (| m/z 57.10 100.00%
57.1
o L
971 R
“ ‘ H 141.2 176.0 212.2 266.8 16.20 16.40 16.60
ol bl b 1780 2122 2668 0 4305 69.71%
miz-> 50 100 150 200 250
Abundance #90200: Tridecane, 4,8-dimethyl-
57.0
5000 LA L L L L B B |
16.20 16.40 16.60
2no m/z 41.10 52.17%
L5 e
0 -l ‘1““‘\ ‘\‘ \“‘\ ‘h’ P }‘ T ‘r \1\97‘0\ LA B B
m/z--> 50 100 150 200 250
Abundance #113921: Tetradecane, 1-chloro-
57.0
91.0 S
16.20 16.40 16.60
5000 ITI/Z 71.10 49,59%
7ol LU
ol L L1l 130 1150 2320
m/z--> 50 100 150 200 250
Abundance #33094: Nonane, 4,5-dimethyl- M
43.0 16.20 16.40 16.60
m/z 85.10 29.85%
126.0
(N 5 6 5 P .- — M S
m/z--> 50 100 150 200 250 16.20 16.40 16.60
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: VWe26348.D

. 27

Jun 2023 12:38

: SY/MD
. 03421-07
: 4.83g/10mL/MSVOA_W/SOIL

01

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62723\

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO62623SMA.M
. SFAM@1.0

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 8

(DEL) Alkane: Straight-Chai...

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.604 2.05 ug/L 115875 1,4-Dichlorobenzene-d4 13.555
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Tetradecene, (E)- 196 C14H28 041446-68-8 91
2 3-Tetradecene, (E)- 196 C14H28 041446-68-8 91
3 1-Tetradecene 196 C14H28 001120-36-1 58
4 1-Tridecene 182 C13H26 002437-56-1 55
5 Cyclopentane, 1-butyl-2-pentyl- 196 C14H28 061142-52-7 53

Abundance Scan 2414 (16.604 min): VW026348.D\data.ms (-2409) ( m/z 57.10 100.00%
57.1
o N/\‘J\W
‘ 145.0 196.2 247.0 280.9 1&26 Eé4d i&éd h
oLl 02%0°  m/z 43.10  82.26%
miz--> 50 100 150 200 250
Abundance #71748: 3-Tetradecene, (E)-
41.0
5000 LA L R L
83.0 16.20 16.40 16.60
m/z 41.10  69.66%
196.0
O T T “\ L “ h ““ H HZS\ 0\15‘5\-0\ T T “ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #71736: 3-Tetradecene, (E)-
41.0
A e
16.20 16.40 16.60
5000 m/z 69.10 55.54%
83.0
196.0
oL L gmose B0
m/iz--> 100 150 200 250
Abundance #71729: 1-Tetradecene A e
43.0 16.20 16.40 16.60
m/z 83.10 53.79%
5000 83.0 M
‘ ‘ ‘ 25.0 196.0
0 ML “MP‘H St N —
m/z--> 50 100 150 200 250 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62723\
Data File : VWO26348.D

Acqg On : 27 Jun 2023 12:38
Operator : SY/MD

Sample 1 03421-07

Misc : 4.83g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO62623SMA.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|
Decahydro-1,1,4... 12.586 10.6 ug/L 946009 2 11.629 2241940 25.0
1-Ethynylcyclod... 13.708 13.4 ug/L 757983 3 13.555 1410500 25.0
1,1'-Biphenyl, ... 14.848 301.7 ug/L 17019500 3 13.555 1410500 25.0
(DEL) Alkane: S... 15.317 6.2 ug/L 347693 3 13.555 1410500 25.0
(DEL) Alkane: S... 16.275 12.9 ug/L 729760 3 13.555 1410500 25.0
(DEL) Alkane: S... 16.524 2.0 ug/L 111025 3 13.555 1410500 25.0
(DEL) Alkane: S... 16.604 2.0 ug/L 115875 3 13.555 1410500 25.0
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