LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW020524\
Data File : VWO27956.D

Acqg On : 05 Feb 2024 16:07
Operator : SY/MD

Sample : P1352-01

Misc : 5.09g/10mL/MSVOA_W/SOIL/A

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\SFAMWLMO20524SMA .M
Title : SFAMO1.0

Signal : TIC: VWO27956.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.363 71 78 91 rVB 68642 164028 12.18% 1.113%
2 2.802 149 150 153 rBV3 372 411 0.03% 0.003%
3 2.893 157 165 184 rWV 57203 158940 11.80% 1.079%
4 3,137 203 205 207 rvB3 561 294 0.02% 0.002%
5 3.430 249 253 254 rBV2 201 229 0.02% 0.002%
6 3.686 293 295 298 rBV3 265 342 0.03% 0.002%
7 3.741 301 304 305 rBV2 181 220 0.02% 0.001%
8 4.021 337 350 367 rBV 142263 438026 32.52% 2.973%
9 4.240 384 386 389 rvB2 241 277 0.02% 0.002%
10 4.393 402 411 414 rBV3 682 1567 0.12% 0.011%
11 4.600 442 445 446 rVB 203 164 0.01% 0.001%
12 4.643 448 452 454 rBV 125 171 0.01% 0.001%
13 4.917 485 497 516 rBV 24858 87147 6.47% 0.592%
14 5.21@0 542 545 549 rBV 196 280 0.02% 0.002%
15 5.454 582 585 587 rBB2 234 281 0.02% 0.002%
16 5.673 617 621 624 rVB2 138 190 0.01% 0.001%
17 5.722 626 629 630 rBv2 215 173 0.01% 0.001%
18 5.935 656 664 673 rVV5 2793 7652 0.57% 0.052%
19 6.228 707 712 714 rBV2 231 372 0.03% 0.003%
20 6.527 758 761 766 rVB2 117 160 0.01% ©0.001%
21 6.874 815 818 821 rBV2 183 209 0.02% 0.001%
22 7.081 844 852 861 rBV 22893 69378 5.15% 0.471%
23  7.301 887 888 890 rBvV2 234 193 0.01% 0.001%
24 7.319 8990 891 894 rVB 240 186 ©0.01% 0.001%
25 7.374 899 900 903 rVB2 164 159 0.01% 0.001%
26 7.648 933 945 959 rVW 238671 587861 43.64%  3.990%
27 7.758 961 963 972 rVv3 592 1106 ©0.08% ©0.008%
28 7.923 985 990 994 rBV3 872 1669 0.12% 0.011%
29 8.032 1004 1008 1013 rBV3 437 790 0.06% 0.005%
30 8.081 1013 1016 1018 rVB 185 176 0.01% ©0.001%
31 8.154 1022 1028 1035 rVB4 1392 2933  0.22% 0.020%
32 8.270 1037 1047 1067 rBV2 474765 1344889 99.84% 9.129%
33 8.545 1089 1092 1096 rBV 135 240 0.02% 0.002%
34 8.636 1102 1107 1110 rVvB3 315 560 0.04% 0.004%
35 8.691 1110 1116 1122 rVB3 1550 2705 ©0.20% ©0.018%

36 8.837 1132 1140 1154 rBV 603949 1193628 88.61% 8.102%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW020524\
Data File : VWO27956.D

Acqg On : 05 Feb 2024 16:07
Operator : SY/MD

Sample : P1352-01

Misc : 5.09g/10mL/MSVOA_W/SOIL/A

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\SFAMWLMO20524SMA .M
Title : SFAMO1.0
37 9.002 1165 1167 1171 rBV3 199 169 0.01% 0.001%
38 9.075 1175 1179 1186 rBV4 1102 2060 0.15% 0.014%
39 9.136 1186 1189 1191 rBV2 187 305 0.02% 0.002%
40 9.270 1202 1211 1220 rBV 299589 601184 44.63% 4.081%
41  9.374 1227 1228 1234 rVB4 1010 1337 0.10% 0.009%
42 9.575 1259 1261 1263 rBV2 192 159 0.01% 0.001%
43 9.654 1270 1274 1275 rBvV3 541 557 0.04% 0.004%
44  9.709 1281 1283 1287 rVB2 182 201 0.01% ©0.001%
45  9.752 1287 1290 1292 rBV2 305 220 0.02% 0.001%
46 9.813 1297 1300 1301 rVB 228 160 0.01% 0.001%
47 9.886 1310 1312 1313 rBV 463 453 0.03% 0.003%
48 9.959 1318 1324 1326 rBv4 1620 2870 0.21% 0.019%
49 10.032 1329 1336 1344 rBV 163786 288838 21.44% 1.961%
50 10.172 1357 1359 1361 rBV2 135 161 ©0.01% 0.001%
51 10.319 1374 1383 1392 rBV 693486 1258560 93.43% 8.543%
52 10.459 1404 1406 1407 rBvV3 258 200 0.01% 0.001%
53 10.502 1408 1413 1418 rVB3 2680 5019 0.37% 0.034%
54 10.575 1418 1425 1436 rBV 94510 161947 12.02%  1.099%
55 10.697 1440 1445 1452 rVB2 5300 8794 0.65% 0.060%
56 10.764 1452 1456 1459 rBV3 247 375 0.03% 0.003%
57 10.800 1459 1462 1465 rvVB3 469 510 0.04% 0.003%
58 10.849 1465 1470 1475 rVB5 1223 2113 0.16% 0.014%
59 10.922 1475 1482 1492 rBV 110697 183971 13.66% 1.249%
60 10.995 1492 1494 1495 rVB 219 159 0.01% 0.001%
61 11.105 1509 1512 1516 rVB5 639 1130 ©0.08% 0.008%
62 11.172 1521 1523 1527 rVB3 792 915 0.07% 0.006%
63 11.227 1527 1532 1537 rVB5 1856 3088 ©0.23% 0.021%
64 11.276 1537 1540 1541 rBV 250 229 0.02% 0.002%
65 11.337 1545 1550 1553 rBV5S 1445 2798 0.21% 0.019%
66 11.404 1553 1561 1572 rVB1@ 2891 9565 ©.71% ©.065%
67 11.507 1572 1578 1582 rBV3 3012 5403 0.40% 0.937%
68 11.629 1590 1598 1607 rBV 805417 1333773 99.01% 9.053%
69 11.837 1624 1632 1636 rBV6 2555 6090 0.45% 0.041%
70 11.867 1636 1637 1642 rVB5 1090 1571 0.12% 0.011%
71 11.995 1648 1658 1664 rBV7 1389 4337 0.32% 0.029%
72 12.056 1664 1668 1674 rBVS5 2501 4078 0.30% 0.028%
73 12.135 1674 1681 1687 rBV5 5483 13491 1.00% 0.092%
74 12.245 1694 1699 1705 rVB2 10462 18498 1.37% 0.126%
75 12.331 1705 1713 1714 rBV3 5471 10722 0.80% 0.073%
76 12.361 1714 1718 1724 rVB 9977 16393 1.22% 0.111%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW020524\
Data File : VWO27956.D

Acqg On : 05 Feb 2024 16:07
Operator : SY/MD

Sample : P1352-01

Misc : 5.09g/10mL/MSVOA_W/SOIL/A

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\SFAMWLMO20524SMA .M
Title : SFAMO1.0
77 12.446 1724 1732 1734 rBV8 3187 6321 0.47% 0.043%
78 12.477 1734 1737 1739 rBvV4 2651 3363 0.25% 0.023%
79 12.532 1744 1746 1752 rVB2 4036 5486 0.41% 0.037%
80 12.611 1754 1759 1764 rVB4 4157 7861 0.58% 0.053%
81 12.690 1764 1772 1779 rBV 214981 352836 26.19% 2.395%
82 12.776 1781 1786 1792 rVB3 20031 35377 2.63% 0.240%
83 12.873 1792 1802 1807 rBV7 7867 26142 1.94% 0.177%
84 12.940 1807 1813 1814 rBV2 16078 27691 2.06% ©0.188%
85 13.074 1830 1835 1839 rBV5 18335 28433  2.11% 0.193%
86 13.123 1839 1843 1845 rBvV4 13580 20634 1.53% 0.140%
87 13.160 1845 1849 1855 rVWV 43338 66187 4.91%  0.449%
88 13.288 1867 1870 1874 rVB2 17886 24670 1.83% 0.167%
89 13.336 1875 1878 1882 rVB 17193 22041 1.64% 0.150%
90 13.477 1898 1901 1906 rBV3 14824 27278 2.02% 0.185%
91 13.556 1907 1914 1922 rVB 777695 1268668 94.18% 8.611%
92 13.690 1932 1936 1941 rBV4 40145 67693 5.03% 0.459%
93 13.849 1956 1962 1969 rBV 578546 988078 73.35% 6.707%
94 14.184 2014 2017 2021 rVB3 48935 65689 4.88% 0.446%
95 14.257 2026 2029 2035 rVB3 88166 148420 11.02% 1.007%
96 14.379 2046 2049 2051 rBV3 56540 74411 5.52% 0.505%
97 14.653 2090 2094 2098 rBV 151512 228790 16.98%  1.553%
98 14.830 2119 2123 2130 rVB2 370872 613184 45.52% 4.162%
99 15.318 2199 2203 2210 rVB 849837 1347102 100.00% 9.144%
100 16.275 2355 2360 2368 rVB 653267 1256450 93.27% 8.528%

Sum of corrected areas: 14732808
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW020524\
Data File : VW@27956.D

Acqg On : 05 Feb 2024 16:07
Operator : SY/MD

Sample : P1352-01

Misc : 5.09g/10mL/MSVOA_W/SOIL/A

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O20524SMA .M
Quant Title : SFAM@1.0

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

Abundance TIC: VW027956.D\data.ms
1000000

800000
600000
400000

200000 4.021

2.363 2.893
A 2.809\ 3137 3430 38881 4.240.39346003 4317 5210 5454557225935 6228 6527
TT ‘ TT 1T ‘ TTTT ‘ TTTT ‘ TTTT ‘ T ‘ T ‘ T 1T

L L I A BB B IR [ I e L B B B L 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 5.00 520 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VW027956.D\data.ms

o

1000000

800000 11.629

10.319

600000 8.837

8.270

400000
9.270

7.648
200000 10.032
10575 10.922
374 081 77334 759.93BB315 8.588891 9.3749 SO 0.17 mms&g 849 QIBIERZBADS07 | 11.¢
L — L B L N N T T T I T 1 1 Tb\)\ T T T 1

Time--> 7.00 7.50 8.00 9 00 9 50 10.00 10.50 11.00 11.50
Abundance TIC: VW027956.D\data.ms

o

15.818
1000000

16.275

13.556

800000

600000 14.830

400000
14.653

200000

O

T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 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\VW020524\
Data File : VW@27956.D

Acqg On : 05 Feb 2024 16:07
Operator : SY/MD

Sample : P1352-01

Misc : 5.09g/10mL/MSVOA_W/SOIL/A

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O20524SMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.160 1.30 ug/L 66187 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 83
2 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 83
3 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 80
4 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 78
5 Bis(2-ethylhexyl) methylenesucci... 354 C21H3804 002287-83-4 59
Abundance Scan 1849 (13.160 min): VW027956.D\data.ms (-1845) ( m/z 71.10 100.00%
71.1
43.1
5000
113.2 T e
H o 13.00 13.50
bl el 99,0 L 18711832 1y, 57 10 65.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22125: Heptane, 3,3,5-trimethyl-
71.0
5000 43.0 FAVAW, s :
13.00 13.50
1130 m/z 43.10 61.75%
0 \]-\4..\()‘ \‘i‘\ \‘i‘} T \“1“ T \m T “\9\1\.0\‘ T }‘\ ‘ T T ‘ LU ‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #22097: Octane, 3,3-dimethyl-
71.0
—— ——
13.00 13.50
5000 43.0 ITI/Z 70.10 41.12%
‘ 113.0
15.0
ok L A
m/z--> 20 40 60 80 100 120 140 160
Abundance #33093: Nonane, 2,6-dimethyl- A T T
43.0 13.00 13.50
71.0 m/z 41.10 34.35%
5000
113.0
024'Q‘91'014‘1'0 e e
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW020524\
Data File : VW@27956.D

Acqg On : 05 Feb 2024 16:07
Operator : SY/MD

Sample : P1352-01

Misc : 5.09g/10mL/MSVOA_W/SOIL/A

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O20524SMA .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 (DEL) Alkane: Cyclic13.690 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.690 1.33 ug/L 67693 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 83
2 Cyclohexane, 1,1-dimethyl-2-propyl- 154 C11H22 081983-71-3 64
3 5-Undecene, (E)- 154 C11H22 000764-97-6 52
4 Nonane, 2-methyl-3-methylene- 154 C11H22 055499-08-6 52
5 Citronellal 154 C10H180 000106-23-0 46

Abundance Scan 1936 (13.690 min): VW027956.D\data.ms (-1932) ( m/z 69.10 100.00%

69.1
41.0
5000
95.0

1251 1542 .
| L s e
el b b L m/z 55,10 56.20%

L h‘
‘
miz--> 20 40 60 80 100 120 140 160
Abundance #31467: 1-Ethyl-2,2,6-trimethylcyclohexane
69.0
41.0

5000

o

T
13.50 14.00
154.0 m/z 41.05 54.19%

‘ ‘ 97.0
Y L
m/z--> 20 40 60 80 100 120 140 160
Abundance #31475: Cyclohexane, 1,1-dimethyl-2-propyl-

69.0

o

41.0 i —_—
13.50 14.00
5000 m/z 56.10 51.07%
‘ 97.0 139.0
0 m_\m\wh el
m/z--> 20 40 60 80 100 120 140 160
Abundance #31415: 5-Undecene, (E)- e e
55.0 13.50 14.00

m/z 83.10 46.75%

5000
29.0 83.0 154.0
‘ 111.0

m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW020524\
Data File : VW@27956.D

Acqg On : 05 Feb 2024 16:07
Operator : SY/MD

Sample : P1352-01

Misc : 5.09g/10mL/MSVOA_W/SOIL/A

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O20524SMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.184 1.29 ug/L 65689 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 60
2 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 47
3 Oxalic acid, bis(6-ethyloct-3-yl... 370 C22H4204 1000309-34-6 47
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 47
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 43

Abundance Scan 2017 (14.184 min): VW027956.D\data.ms (-2014) ( m/z 57.10 100.00%
57.

1
5000 85.1
153.1

109.1 AN —
. 133\ d ‘ 14.00 14.50
01 R R m/z 71.05 62.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45512: Decane, 3,8-dimethyl-
57.0
85.0
5000 LT

14.00 14.50

m/z 43.10 50.19%

113.0 141.0
0 w““m“‘ \‘J“\““‘ww‘w‘\‘H‘N“‘w%?qp\H“
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59081: Decane, 2,3,7-trimethyl-
43.0

71.0 T T
14.00 14.50
5000 ITI/Z 85.10 49,97%
‘ 97.0 141.0
0 ?%q**VH*HW*ﬂ“\!”*Mw***\*w‘w***w****\w**
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #279342: Oxalic acid, bis(6-ethyloct-3-yl) ester P P
57.0 85.0 14.00 14.50
m/z 41.10 41.51%

5000
141.0
29.0 111.0
\ 185.0

| —— “w:‘l‘M‘J“_u‘:Wm‘mw”w”” e e
miz--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW020524\
Data File : VW@27956.D

Acqg On : 05 Feb 2024 16:07
Operator : SY/MD

Sample : P1352-01

Misc : 5.09g/10mL/MSVOA_W/SOIL/A

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O20524SMA .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 Adamantane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.257 2.92 ug/L 148420 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane 136 C1OH1l6 000281-23-2 90
2 Adamantane 136 C1OH16 000281-23-2 89
3 Adamantane 136 C1OH16 000281-23-2 87
4 Adamantane 136 C1OH16 000281-23-2 87
5 Adamantane 136 C10H1l6 000281-23-2 87

Abundance Scan 2029 (14 257 min): VWO027956.D\data.ms (-2026) ( m/z 57.10 100.00%

1 136.1
95.1
5000
— —
| ‘ 1671 14.00 14.50
0 ‘whu‘u‘u“ﬁu‘_“EQTP m/z 136.05  95.99%
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #18012: Adamantane
136.0
93.0

5000 = e
14.00 14.50

67.0 m/z 41.10 69.92%

Ll
O\\\‘\\\\‘\\\\‘\“\\\ \\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18006: Adamantane
136.0

1400 1450
5000 m/z 69.10 58.61%
1070
0! Y T

|~

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18011: Adamantane T ——
136.0 14.00 14.50

m/z 55.10  58.28%

5000
410 67.0
M#Tm

15.0
0 H“‘J“_‘Jw‘ﬁxw S -

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

SFAMWLMO20524SMA.M Tue Feb 06 15:57:42 2024 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW020524\
Data File : VW@27956.D

Acqg On : 05 Feb 2024 16:07
Operator : SY/MD

Sample : P1352-01

Misc : 5.09g/10mL/MSVOA_W/SOIL/A

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O20524SMA .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 6 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.379 1.47 ug/L 74411  1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.3.1]nonane-2,7-dione 152 C9H1202 1000210-30-3 35
2 Bicyclo[4.1.0]heptan-2-one, 3,5,... 152 C1@H160 029750-24-1 25
3 trans-3-Hexen-1-o0l, chlorodifluo... 212 C8H11C1F202 1000447-24-0 22
4 Cyclohexanone, 2-methyl-5-(1-met... 152 C10H160 007764-50-3 20
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 18

Abundance Scan 2049 (14.379 min): VW027956.D\data.ms (-2046) ( m/z 82.10 100.00%
82.1

=

5000
— —r
14.00 14.50
0! m/z 83.10  85.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30200: Bicyclo[3.3.1]nonane-2,7-dione
55.0
152.0
5000 — e
82.0 14.00 14.50
124.0 m/z 55.10 72.53%
O' 36 1. L | L |
\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #29300: Bicyclo[4.1.0]heptan-2-one, 3,5,5-trimethyl-
95.0
55.0 — —
152.0 14.00 14.50
5000 ITI/Z 43.10 60.58%
123.0
76 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #90405: trans-3-Hexen-1-ol, chlorodifluoroacetate P ——
67.0 14.00 14.50
m/z 57.10 59.52%
5000 41.0
ko
ol1so Ly T17 150 1300 1690
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW020524\
Data File : VW@27956.D

Acqg On : 05 Feb 2024 16:07
Operator : SY/MD

Sample : P1352-01

Misc : 5.09g/10mL/MSVOA_W/SOIL/A

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O20524SMA .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 5
R.T. EstConc Area Relative to ISTD R.T.
14.653 4.51 ug/L 228790 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 59
2 Dodecane, 5-methyl- 184 C13H28 017453-93-9 58
3 Oxalic acid, 6-ethyloct-3-yl iso... 286 C16H3004 1010309-34-1 53
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 43
5 Heptane, 2,4,6-trimethyl- 142 C10H22 002613-61-8 38

Abundance Scan 2094 (14.653 min): VW027956.D\data.ms (-2090) ( m/z 43.10 100.00%

43.1 85.1
5000
141.1

— —
14.50 15.00

Y M| 22" O e MR 3 m/z 85.10  99.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45490: Undecane, 3-methyl- AJVLA/NM\]\fJJVkWMMK
57.0
5000 85.0 14.50 15.00
29.0 m/z 57.10 97.61%

141.0
O\\\‘\‘\\\“M “‘\\M\“\”H\“‘}?‘{z\'?mHUHH‘l\?\Q.\O‘\H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59039: Dodecane, 5-methyl-
43.0

T —
14.50 15.00

5000 85.0 m/z 71.10 92.92%
126.0
0 1690
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #181425: Oxalic acid, 6-ethyloct-3-yl isobutyl ester — ——
57.0 14.50 15.00

8.0 m/z 41.10 43.84%

5000
111.0
141.0
29.0
1 \ \‘ 185.0

0 — —
miz--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe20524\
Data File : VW@27956.D

Acqg On : 05 Feb 2024 16:07

Operator : SY/MD

Sample : P1352-01

Misc : 5.09g/10mL/MSVOA_W/SOIL/A

ALS vial : 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@20524SMA.M
. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.830 12.08 ug/L 613184 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 91
4 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 90
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 72
Abundance Scan 2123 (14.830 min): VW027956.D\data.ms (-2119) ( m/z 57.10 100.00%
57.1
98.1 — e
‘ T , 14.50 15.00
O A L S e B8 m/z 7110 49.57%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 s o
14.50 15.00
m/z 43.10 37.58%
O\\2‘\7‘\‘.?““\\\‘!“\\HH‘\“\\\“‘\HH\‘\\]-\4\.‘17.\(\)\‘\\?‘\8’\4'\.\0\‘HH’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
- e
14.50 15.00
5000 m/z 41.10 23.48%
27.0
98.0
ool bz o
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59069: Undecane, 2,6-dimethyl- — —
57.0 14.50 15.00
m/z 98.10 17.82%
5000
98.0
27.0
T T N =Y Y S v
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW020524\
Data File : VW@27956.D

Acqg On : 05 Feb 2024 16:07
Operator : SY/MD

Sample : P1352-01

Misc : 5.09g/10mL/MSVOA_W/SOIL/A

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O20524SMA .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 9 Bacchotricuneatin c Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.318 26.55 ug/L 1347100 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 80
2 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 72
3 Tridecane, 7-methyl- 198 C14H30 026730-14-3 64
4 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 64
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 64
Abundance Scan 2203 (15.318 min): VW027956.D\data.ms (-2199) ( m/z 57.10 100.00%
57.1
o MM&
112.1 — —
‘ H 155.2 1982 15.00 15.50
ol b by 1 2ones 1902 2811 m/z 71.10  94.45%
miz-> 50 100 150 200 250 300
Abundance #250928: Bacchotricuneatin ¢
19 1120
5000 = 7
15.00 15.50
m/z 43.10 49.41%
0 ‘H | u:ngw‘l? N 2450 342'
\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300
Abundance #22091: Octane, 2,6-dimethyl-
57.0
— ——
15.00 15.50
5000 m/z 41.10 28.64%
‘ 113.0
01‘5'9“\“"wm_‘“wHH_H‘_M‘HH
miz--> 50 100 150 200 250 300
Abundance #74015: Tridecane, 7-methyl- “ 7
57.0 15.00 15.50
m/z 56.10 22.99%
5000
112.0
ol hdy | 1830 S
m/z--> 50 100 150 200 250 300 15.00 15.50

SFAMWLMO20524SMA.M Tue Feb 06 15:57:47 2024
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\ViW0©20524\

: VWe27956.D

: 05 Feb 2024 16:07

: SY/MD

. P1352-01

: 5.09g/10mL/MSVOA_W/SOIL/A

01

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@20524SMA.M
. SFAM@1.0

TIC Integration Parameters: LSCINT.P

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.275 24.76 ug/L 1256450 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90

2 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 72
3 Decane, 5-propyl- 184 C13H28 017312-62-8 72
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 64

Abundance Scan 2360 (16.275 min): VW027956.D\data.ms (-2355) ( m/z 71.10 100.00%

711
5000{ 43.1

127.2 a0 U

16.00 16.50
183.2
ow‘uqh"ﬂhNMJL‘W_W‘_ku‘wuuﬁ?%ﬁuw‘uWH‘WH m/z 57.10  94.76%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 T T T T T T
85.0 16.00 16.50
m/z 43.10 46.37%
1270
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59110: Nonane, 5-(2-methylpropyl)-
57.0
P e
16.00 16.50
85.0 o
5000 ITI/Z 85.10 46.067%

o

126.0
27.0 ‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #59032: Decane, 5-propyl- T —
57.0 16.00 16.50
m/z 41.10 31.90%
5000
85.0
r ‘ 140.0
W S . — — —
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW020524\
Data File : VWO27956.D

Acqg On : 05 Feb 2024 16:07
Operator : SY/MD

Sample : P1352-01

Misc : 5.09g/10mL/MSVOA_W/SOIL/A

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@20524SMA.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... 13.160 1.3 ug/L 66187 3 13.556 1268670 25.0
(DEL) Alkane: C... 13.690 1.3 ug/L 67693 3 13.556 1268670 25.0
(DEL) Alkane: S... 14.184 1.3 ug/L 65689 3 13.556 1268670 25.0
Adamantane 14.257 2.9 ug/L 148420 3 13.556 1268670 25.0
unknown-01 14.379 1.5 ug/L 74411 3 13.556 1268670 25.0
(DEL) Alkane: S... 14.653 4.5 ug/L 228790 3 13.556 1268670 25.0
(DEL) Alkane: S... 14.830 12.1 ug/L 613184 3 13.556 1268670 25.0
Bacchotricuneat... 15.318 26.6 ug/L 1347100 3 13.556 1268670 25.0
(DEL) Alkane: S... 16.275 24.8 ug/L 1256450 3 13.556 1268670 25.0
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