LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe50823\
Data File : VW@25885.D

Acqg On : 08 May 2023 17:15
Operator : SY/MD

Sample : 02592-36

Misc : 4.89g/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\SFAMWLMO50123SMA.M
Title : SFAMO1.0

Signal : TIC: VWO25885.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 37 42 49 rBV 31325 56941 3.25% 0.418%
2 2.357 71 77 88 rvB 100112 219665 12.55% 1.611%
3 2.893 158 165 177 rBV 75086 197098 11.26% 1.446%
4 3,350 238 240 242 rBV3 2097 2451 0.14% 0.018%
5 3.606 280 282 285 rvB4 2206 1716 0.10% 0.013%
6 3.734 301 303 309 rVB7 2369 3340 0.19% 0.025%
7 3.844 319 321 323 rVB3 2113 2023 0.12% 0.015%
8 4.015 338 349 364 rBV 190833 595302 34.02% 4.367%
9 4.356 403 405 408 rVv4 1172 1731 0.10% 0.013%
10 4.399 408 412 414 rVWV5 3477 5109 0.29% 0.037%
11  4.484 424 426 429 rVB4 1748 2180 ©.12% 0.016%
12 4.527 431 433 436 rVB4 2409 2326 0.13% 0.017%
13  4.911 486 496 508 rBV3 28028 97245 5.56% 0.713%
14 5.222 545 547 551 rW5 1051 1644 0.09% 0.012%
15 5.667 617 620 623 rVVW5 1829 2304 0.13% 0.017%
16 5.716 626 628 633 rVB6 2174 2425 0.14% 0.018%
17 5.777 635 638 639 rBvV3 2277 2693 0.15% 0.020%
18 5.819 643 645 650 rVB6 1526 2157 0.12% 0.016%
19 5.935 658 664 673 rVB6 6983 19799 1.13% 0.145%
20 6.033 678 680 683 rVB4 2098 1963 0.11% 0.014%
21 6.423 740 744 746 rVB4 1717 2306 0.13% 0.017%
22 6.459 746 750 753 rBV6 1897 2966 0.17% 0.022%
23 6.612 770 775 777 rVVe6 1688 2780 0.16% 0.020%
24 6.844 810 813 817 rBV6 1860 2679 0.15% 0.020%
25 7.075 844 851 866 rBV 59272 172239 9.84% 1.264%
26 7.392 900 903 905 rVB3 2145 2095 0.12% 0.015%
27 7.411 905 906 911 rBVS 1833 2539 0.15% 0.019%
28 7.520 921 924 926 rBvV4 2652 3298 0.19% 0.024%
29 7.648 936 945 955 rvVv 288402 704998 40.28% 5.172%
30 8.167 1029 1030 1034 rBV4 1642 2543 0.15% 0.019%
31 8.276 1036 1048 1065 rBV2 595645 1750069 100.00% 12.838%
32 8.416 1070 1071 1078 rVB7 2036 3094 0.18% 0.023%
33 8.538 1089 1091 1093 rVB3 2657 2123 0.12% 0.016%
34 8.575 1093 1097 1101 rVB7 2165 4115 0.24% 0.030%
35 8.843 1132 1141 1151 rBV 625313 1231699 70.38% 9.036%
36 9.075 1175 1179 1181 rVV5 1724 1967 0.11% 0.014%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe50823\
Data File : VW@25885.D

Acqg On : 08 May 2023 17:15
Operator : SY/MD

Sample : 02592-36

Misc : 4.89g/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\SFAMWLMO50123SMA.M
Title : SFAMO1.0
37 9.270 1200 1211 1222 rBV 406370 846434 48.37%  6.209%
38 9.514 1247 1251 1253 rBV4 1800 1892 0.11% 0.014%
39 9.569 1258 1260 1263 rVB3 1863 2099 0.12% 0.015%
40 9.752 1288 1290 1292 rBV3 1918 1622 0.09% 0.012%
41  9.788 1294 1296 1301 rVB6 1817 2431 0.14% 0.018%
42 9.855 1306 1307 1310 rBV4 1344 1649 0.09% 0.012%
43 9.886 1310 1312 1315 rVB4 1694 1694 0.10% 0.012%
44  9.959 1321 1324 1326 rBV4 1859 2385 0.14% 0.017%
45 10.032 1326 1336 1346 rBV 201492 367558 21.00% 2.696%
46 10.142 1350 1354 1357 rVB5 2928 4642 0.27% 0.034%
47 10.325 1376 1384 1393 rBV 754893 1357939 77.59%  9.962%
48 10.575 1417 1425 1435 rBV 134428 236065 13.49% 1.732%
49 10.703 1440 1446 1453 rVB2 10411 18172 1.04% 0.133%
50 10.922 1475 1482 1493 rBV 221720 397160 22.69% 2.914%
51 11.026 1493 1499 1504 rVV2 44160 69260 3.96% 0.508%
52 11.178 1523 1524 1527 rBvV3 1937 1772 0.10% 0.013%
53 11.404 1557 1561 1564 rBV6 2673 3295 0.19% 0.024%
54 11.501 1575 1577 1579 rBV3 1851 2027 0.12% 0.015%
55 11.574 1587 1589 1590 rBvV2 2104 1832 0.10% 0.013%
56 11.629 1590 1598 1606 rVV 859457 1431133 81.78% 10.499%
57 11.702 1606 1610 1616 rvva8 7499 17995 1.03% 0.132%
58 11.818 1623 1629 1641 rVV4 20833 56099 3.21% 0.412%
59 11.904 1641 1643 1648 rVV6 1836 2768 0.16% 0.020%
60 12.160 1681 1685 1691 rBV9 2756 6553 0.37% 0.048%
61 12.446 1729 1732 1733 rBV3 1431 1702 0.10% 0.012%
62 12.550 1747 1749 1750 rBV2 1843 1783 0.10% 0.013%
63 12.605 1752 1758 1764 rVV3 13349 27482 1.57% 0.202%
64 12.690 1764 1772 1779 rVV 328152 544717 31.13%  3.996%
65 12.751 1779 1782 1789 rVV3 9932 17472 1.00% 0.128%
66 12.824 1793 1794 1798 rVV4 2222 2195 0.13% 0.016%
67 12.873 1798 1802 1803 rVVv4 2239 3092 0.18% 0.023%
68 12.934 1810 1812 1816 rVV5 2776 3833 0.22% 0.028%
69 13.019 1823 1826 1830 rBV6 1250 2075 0.12% 0.015%
70 13.117 1840 1842 1846 rBV5 2183 2776 0.16% 0.020%
71 13.153 1846 1848 1850 rVB3 2263 2066 ©0.12% 0.015%
72 13.214 1850 1858 1861 rBV1e 5012 12819 0.73% 0.094%
73 13.294 1868 1871 1874 rVB5 2682 2898 0.17% 0.021%
74 13.385 1882 1886 1887 rBV4 1771 1694 0.10% 0.012%
75 13.470 1893 1900 1903 rBVS8 4817 8107 0.46% 0.059%

76 13.556 1907 1914 1925 rVV 738997 1168932 66.79%  8.575%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe50823\
Data File : VW@25885.D

Acqg On : 08 May 2023 17:15
Operator : SY/MD

Sample : 02592-36

Misc : 4.89g/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\SFAMWLMO50123SMA.M
Title : SFAM@1.0
77 13.647 1925 1929 1936 rVV4 10884 17848 1.02% ©0.131%
78 13.757 1945 1947 1950 rVB4 2626 2482 0.14% 0.018%
79 13.848 1955 1962 1974 rVB 593826 984593 56.26% 7.223%
80 14.013 1985 1989 1992 rBVe6 2517 4815 0.28% 0.035%
81 14.062 1993 1997 2000 rBV 12054 19056 1.09% 0.140%
82 14.220 2020 2023 2025 rVB3 3090 2993 0.17% 0.022%
83 14.300 2033 2036 2037 rBV3 2349 2275 0.13% 0.017%
84 14.318 2037 2039 2043 rVV5 3278 4545 0.26% ©0.033%
85 14.421 2052 2056 2059 rVB6 3325 5358 0.31% ©0.039%
86 14.550 2075 2077 2079 rVB3 2316 1731 0.10% 0.013%
87 14.653 2085 2094 2099 rBV 211208 347450 19.85% 2.549%
88 14.714 2099 2104 2109 rVV2 37319 67994 3.89% ©.499%
89 14.787 2110 2116 2123 rVWV 242678 359822 20.56% 2.640%
99 15.001 2149 2151 2155 rBV5 1485 2154 0.12% 0.016%
91 15.275 2195 2196 2201 rBVS 1116 1892 0.11% 0.014%
92 15.427 2218 2221 2225 rVB4 7844 10567 0.60% 0.078%
93 15.482 2226 2230 2235 rVWV 7089 11814 0.68% 0.087%
94 15.592 2246 2248 2251 rVB4 2548 2712  0.15% 0.020%
95 15.793 2276 2281 2283 rBV6 2791 4109 0.23% 0.030%
96 16.031 2314 2320 2325 rBV9 8601 18786 1.07% ©.138%
97 16.360 2372 2374 2378 rBV5 1879 2031 0.12% 0.015%
98 16.458 2387 2390 2392 rBV3 2396 2786 0.16% 0.020%
99 16.482 2392 2394 2396 rVB3 2814 1844 0.11% 0.014%
100 16.641 2417 2420 2421 rBV3 2655 2190 0.13% 0.016%
Sum of corrected areas: 13631582
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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\VWO50823\

: VWe25885.D

: 08 May 2023 17:15

: SY/MD

: 02592-36

: 4.89g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50123SMA.M

Quant Title

TIC Library

. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

700000

600000

500000

400000

300000

200000

100000

o

TIC: VW025885.D\data.ms

4.015

2.357 2.893

2.143 4911
3.350 3.6(%573844 443380827 5.222 5 56HBIPSD33 664238.612 6.8

Time-->
Abundance

800000

700000

600000

500000

400000

300000

200000

100000

2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

TIC: VW025885.D\data.ms
11.629

10.325

8.276 8.843

9.270

7.648

10.032

7.075
773%52 8.16 4%535 9 075 9 9.569997 O 142

0
Time-->
Abundance
800000
700000
600000
500000
400000
300000
200000

100000

Time-->

SFAMWLMO50123

T R ‘ e ‘
7.00 7. 50 8.00 8. 50 9 00 9 50 10 00 10.50 11.00 11.50
TIC: VW025885.D\data.ms

13.556

13.848

12.690

0l904 12.160_12. ;AJLMWS 6677

T ‘ T T ‘ T
12.00 12 50 13. 00 13. 50 14.00 14.50 15 00 15 50 16 OO 16 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@50823\
Data File : VW@25885.D

Acqg On : 08 May 2023 17:15
Operator : SY/MD

Sample : 02592-36

Misc : 4.89g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50123SMA.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 6-[(Z)-1-Butenyl]-1,4-cyclo... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.653 7.43 ug/L 347450 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-[(Z)-1-Butenyl]-1,4-cyclohepta... 148 C11H16 033156-93-3 87
2 Tetracyclo[3,3,1,0(2,4),0(6,8)]n... 120 C9H12 024506-61-4 64
3 Tetracyclo[3,3,1,0(2,4),0(6,8)]n... 128 C9H12 024506-61-4 64
4 1,4-Methano-1H-cyclopenta[d]pyri... 162 C10H14N2 1000221-84-4 53
5 Tricyclo[4.1.0.0(2,7)]heptane 94 C7H10 000287-13-8 52

Abundance Scan 2094 (14.653 min): VW025885.D\data.ms (-2085) - m/z 91.10 100.00%

91.1
5000
41.1
119.1 —— ——
14.50 15.00
148.2
‘uMﬂWAmewum‘_‘H%QQ?H?%¥ﬂ?ﬁ7f m/z 79.10  80.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26401: 6-[(Z)-1-Butenyl]-1,4-cycloheptadiene
79.0
41.0
5000 —— —
105.0 14.50 15.00
m/z 77.05 38.38%
‘ 148.0
‘\\ h\“}”\\‘\w\\\‘\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10751: Tetracyclo[3,3,1,0(2,4),0(6,8)]nonane
79.0
— —
14.50 15.00
so00| 390 m/z 41.10  32.69%
105.0
|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10756: Tetracyclo[3,3,1,0(2,4),0(6,8)]nonane ey e
79.0 14.50 15.00
m/z 105.10 32.12%
5000 39.0 105.0 J\/ﬂ\
| e et P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@50823\
Data File : VW@25885.D

Acqg On : 08 May 2023 17:15
Operator : SY/MD

Sample : 02592-36

Misc : 4.89g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50123SMA.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 3 Tetracyclo[3,3,1,0(2,4),0(6... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.714 1.45 ug/L 67994 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracyclo[3,3,1,0(2,4),0(6,8)]n... 120 C9H12 024506-61-4 64
2 Tetracyclo[3,3,1,0(2,4),0(6,8)]n... 120 C9H12 024506-61-4 59
3 Tricyclo[4.1.0.0(2,7)]heptane 94 C7H10 000287-13-8 50
4 1,3-Cycloheptadiene 94 C7H10 004054-38-0 47
5 1,3-Cycloheptadiene 94 C7H10 004054-38-0 47

Abundance Scan 2104 (14.714 min): VW025885.D\data.ms (-2099) - m/z 91.10 100.00%

91.1
5000 41.0
1450 1500
147.0 202.1 ' :
m/z 79.05 77.57%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #10756: Tetracyclo[3,3,1,0(2,4),0(6,8)]nonane
79.0
5000 —— —
39.0 14.50 15.00
m/z 41.00 42.30%
’lq.o
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #10751: Tetracyclo[3,3,1,0(2,4),0(6,8)]nonane
79.0
e =
14.50 15.00
so00] 390 m/z 77.00  34.91%
) 0
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #2943: Tricyclo[4.1.0.0(2,7)]heptane —— —
79.0 14.50 15.00
m/z 105.10 34.36%
5000
39.0
m/z--> 20 40 60 80 100120140160 180200220 240260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@50823\
Data File : VW@25885.D

Acqg On : 08 May 2023 17:15

Operator : SY/MD

Sample : 02592-36

Misc : 4.89g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50123SMA.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 6-Butyl-1,4-cycloheptadiene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.787 7.70 ug/L 359822 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Butyl-1,4-cycloheptadiene 150 C11H18 022735-58-6 97
2 3-Undecen-5-yne, (E)- 150 C11H18 074744-29-9 59
3 3-Undecen-5-yne, (Z)- 150 C11H18 074744-27-7 59
4 5-Undecen-3-yne, (Z)- 150 C11H18 074744-30-2 50
5 (3Z,5E)-1,3,5-Undecatriene 150 C11H18 019883-27-3 50

Abundance Scan 2116 (14.787 min): VW025885.D\data.ms (-2110) - m/z 79.10 100.00%

79.1
5000
41.1
‘ H‘ 108.1 1500 14.50 1500
ww;w‘:“‘m‘m‘H!u_‘HWHwH‘H‘H‘%5‘9“?””_Hﬁf‘?ﬁ%ﬁl“‘ m/z 91.65 68.72%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27740: 6-Butyl-1,4-cycloheptadiene
79.0
5000 1450 1500
41.0
m/z 93.10 7.93%
108.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27732: 3-Undecen-5-yne, (E)-
79.0
1450 1500
5000 41.0 ITI z 77.00 9.09%
121.0
‘ ‘ ‘ 150.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27728: 3-Undecen-5-yne, (2)-
79.0 1450 1500
m/z 80.10 2.95%
41.0
5000
‘ 121.0 ¢ o
m/z--> 20 40 60 80 100120140160180200220240260280 1450 1500
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@50823\
Data File : VW©25885.D

Acqg On : 08 May 2023 17:15
Operator : SY/MD

Sample : 02592-36

Misc : 4.89g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50123SMA .M
Quant Title : SFAM@1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
6-[(Z)-1-Buteny... 14.653 7.4 ug/L 347450 3 13.556 1168930 25.0
Tetracyclo[3,3,... 14.714 1.5 ug/L 67994 3 13.556 1168930 25.0
6-Butyl-1,4-cyc... 14.787 7.7 ug/L 359822 3 13.556 1168930 25.0
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