LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101024\
Data File : VWO30509.D

Acqg On : 10 Oct 2024 14:42
Operator : SY/MD

Sample : P4346-11RE

Misc : 3.26g/10mL/MSVOA_W/SOIL/B

ALS Vvial : 15 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\SFAMWNLM100924SMA .M
Title : SFAMO1.0

Signal : TIC: VWO30509.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.156 40 44 45 rBV2 1417 1913 0.09% 0.016%
2 2.223 52 55 56 rBv3 1261 1260 0.06% 0.011%
3 2.308 67 69 70 rBv2 1123 1143 0.06% 0.010%
4  2.363 70 78 96 rVW 131425 323969 16.00% 2.706%
5 2.613 116 119 120 rBvV3 2080 2181 ©0.11% ©0.018%
6 2.905 159 167 184 rBV 93878 271223 13.39% 2.266%
7 3.259 222 225 228 rVB5S 756 895 0.04% 0.007%
8 3.411 243 250 255 rBVS8 2012 5904 0.29% 0.049%
9 3.497 261 264 267 rBVS 925 1089 0.05% 0.009%
10 3.533 267 270 273 rBv4 1182 1784 0.09% 0.015%
11  3.674 291 293 295 rBV3 879 867 0.04% 0.007%
12 3.759 306 307 312 rVBS5S 829 981 0.05% 0.008%
13  3.863 319 324 325 rBv4 1286 1965 0.10% 0.016%
14 3.9065 329 331 335 rVB3 969 1125 0.06% 0.009%
15 4.027 339 351 376 rBV 222228 719759 35.54% 6.012%
16 4.362 403 406 407 rBv2 1013 884 0.04% 0.007%
17 4.381 407 409 412 rBvV4 978 1449 0.07% 0.012%
18 4.539 431 435 436 rVB4 1184 1044 0.05% 0.009%
19 4.625 447 449 452 rBv4 948 1309 0.06% 0.011%
20 4.710 461 463 468 rVB5 980 1433 0.07% 0.012%
21  4.917 487 497 498 rBV5 6109 11995 ©0.59% 0.100%
22 5.009 510 512 517 rVB6 1061 1239 0.06% 0.010%
23 5.125 528 531 534 rBV3 1057 1561 ©0.08% 0.013%
24 5.752 630 634 637 rBVS 814 1429 0.07% 0.012%
25 5.929 661 663 665 rv3 1420 1477 0.07% 0.012%
26 5.948 665 666 676 rVB6 2391 4355 0.22% 0.036%
27 6.429 744 745 750 rBV4 764 950 0.05% 0.008%
28 6.594 769 772 776 rVB4 707 895 0.04% 0.007%
29 6.801 800 806 811 rVB4 672 1086 0.05% 0.009%
30 7.075 842 851 856 rBV 48936 131132 6.48% 1.095%
31 7.136 857 861 875 rvw2 37085 99945 4.94%  0.835%
32 7.533 923 926 928 rBV4 909 1201 0.06% 0.010%
33  7.563 928 931 934 rvB3 891 1276 0.06% 0.011%
34 7.648 934 945 957 rBV 346175 845350 41.74% 7.062%
35 7.758 959 963 965 rvVvB5 797 878 0.04% 0.007%
36 7.783 965 967 971 rVB5 911 1339 0.07% 0.011%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101024\
Data File : VWO30509.D

Acqg On : 10 Oct 2024 14:42
Operator : SY/MD

Sample : P4346-11RE

Misc : 3.26g/10mL/MSVOA_W/SOIL/B

ALS Vvial : 15 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\SFAMWNLM100924SMA .M
Title : SFAMO1.0
37 7.819 971 973 978 rBV4 560 860 0.04% 0.007%
38 7.953 993 995 998 rvB4 1262 1357 0.07% 0.011%
39 8.276 1035 1048 1066 rBV2 677501 2025199 100.00% 16.917%
40 8.587 1097 1099 1102 rVV4 905 887 0.04% 0.007%
41  8.624 1104 1105 1112 rVB5 997 1793 0.09% 0.015%
42 8.691 1112 1116 1119 rBVS 781 1493 0.07% 0.012%
43 8.715 1119 1120 1124 rVB4 992 918 0.05% 0.008%
44  8.843 1131 1141 1154 rBV 294667 609580 30.10% 5.092%
45 9.075 1170 1179 1180 rBV6 2582 4501 0.22% 0.038%
46 9.276 1200 1212 1222 rBV 458656 945198 46.67% 7.896%
47  9.508 1248 1250 1255 rVB6 684 1050 0.05% 0.009%
48 9.624 1267 1269 1271 rVB3 830 851 ©0.04% 0.007%
49 9.752 1285 1290 1291 rBV5 1254 1452 0.07% 0.012%
50 9.764 1291 1292 1298 rVB6 1763 2386 0.12% 0.020%
51 9.825 1298 1302 1304 rBV4 1141 1226 0.06% 0.010%
52 9.941 1319 1321 1324 rVB4 942 1163 0.06% 0.010%
53 10.032 1324 1336 1345 rBV 243148 453985 22.42% 3.792%
54 10.325 1375 1384 1393 rBV 908441 1627019 80.34% 13.591%
55 10.502 1412 1413 1415 rBvV2 1218 954 0.05% 0.008%
56 10.575 1419 1425 1436 rVV 155459 275205 13.59% 2.299%
57 10.703 1439 1446 1452 rVV2 24961 46796 2.31% ©0.391%
58 10.764 1452 1456 1458 rVB5 636 919 0.05% 0.008%
59 10.837 1466 1468 1472 rVB5 988 1480 0.07% 0.012%
60 10.922 1475 1482 1495 rBV 209010 367067 18.12% 3.066%
61 11.063 1499 1505 1511 rVV2 13588 24795 1.22% 0.207%
62 11.154 1517 1520 1521 rBV3 1541 1340 0.07% 0.011%
63 11.233 1530 1533 1538 rVB7 1716 2662 0.13% 0.022%
64 11.319 1544 1547 1548 rBV3 1392 1644 0.08% 0.014%
65 11.434 1562 1566 1570 rVB4 5440 7665 0.38% 0.064%
66 11.508 1576 1578 1579 rBV2 1091 785 0.04% 0.007%
67 11.629 1591 1598 1606 rBV 310321 527730 26.06% 4.408%
68 11.837 1624 1632 1634 rBV9 3150 6330 0.31% 0.053%
69 12.056 1667 1668 1671 rVB3 2091 1918 0.09% 0.016%
70 12.117 1676 1678 1679 rBV2 1340 1276 0.06% 0.011%
71 12.251 1695 1700 1703 rVB7 3401 6100 ©0.30% 0.051%
72 12.361 1710 1718 1723 rVB1o 5350 11453 0.57% 0.096%
73 12.446 1731 1732 1734 rBV2 1632 1715 0.08% 0.014%
74 12.599 1751 1757 1764 rBV3 40820 75763 3.74% 0.633%

75 12.690 1764 1772 1780 rBV 331453 546930 27.01% 4.569%

76 12.861 1794 1800 1803 rBV8 3704 7750  0.38% 0.065%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101024\
Data File : VWO30509.D

Acqg On : 10 Oct 2024 14:42
Operator : SY/MD

Sample : P4346-11RE

Misc : 3.26g/10mL/MSVOA_W/SOIL/B

ALS Vvial : 15 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\SFAMWNLM100924SMA .M
Title : SFAM@1.0
77 12.940 1807 1813 1815 rBV7 6946 14109 ©.70% ©0.118%
78 13.087 1832 1837 1839 rBV6 3784 7216 ©0.36% 0.060%
79 13.184 1846 1853 1858 rBV4 8561 20536 1.01% 0.172%
80 13.288 1867 1870 1876 rVB4 8221 13697 ©0.68% 0.114%
81 13.367 1881 1883 1884 rBV2 3491 3040 0.15% 0.025%
82 13.404 1885 1889 1894 rvV3 12512 17718 0.87% 0.148%
83 13.507 1904 1906 1908 rBV3 2723 2485 ©0.12% 0.021%
84 13.556 1908 1914 1919 rBV 181344 308795 15.25% 2.580%
85 13.690 1934 1936 1940 rBvV4 3098 4768 0.24% 0.040%
86 13.757 1945 1947 1951 rVB3 8024 9494 0.47% 0.079%
87 13.849 1955 1962 1971 rBV 709832 1166262 57.59% 9.742%
88 14.062 1992 1997 2003 rBV 67167 104207 5.15% ©.870%
89 14.324 2036 2040 2043 rBVe 3394 7019 0.35% 0.059%
990 14.489 2064 2067 2074 rBV5 10834 24640 1.22% 0.206%
91 14.647 2091 2093 2097 rBVS5 4735 5449 0.27% 0.046%
92 14.794 2113 2117 2118 rBvV4 9527 11677 0.58% 0.098%
93 14.836 2121 2124 2130 rVB6 12857 24653 1.22% 0.206%
94 14.915 2134 2137 2141 rBVS 8333 13723 0.68% 0.115%
95 15.050 2155 2159 2163 rVB7 6303 11590 ©.57% ©0.097%
96 15.318 2199 2203 2209 rBV2 24245 41399 2.04% 0.346%
97 15.428 2218 2221 2227 rVB3 10166 14092 0.70% ©0.118%
98 15.720 2266 2269 2277 rVB9 16792 32959 1.63% 0.275%
99 16.275 2355 2360 2367 rVB2 25545 50910 2.51% 0.425%
100 16.519 2398 2400 2406 rVB7 9055 13189 ©.65% ©0.110%
Sum of corrected areas: 11971107
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101024\
Data File : VW@30509.D

Acqg On : 10 Oct 2024 14:42

Operator : SY/MD

Sample : P4346-11RE

Misc : 3.26g/10mL/MSVOA_W/SOIL/B

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100924SMA .M
. SFAM@1.0

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VW030509.D\data.ms
800000
600000
400000
4.027
200000
2.363
2.905
0 2.2583 2.613 3.258.4831533.65743%8606! 435, %925104 9.069125 5.75Z 3B 6.42%.594 6.80
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\7_1_1" ‘
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 6.20 6.40 6.60
Abundance TIC: VW030509.D\data.ms
10.825
800000
8.276
600000
9.276
400000 7648
8.843 11.629
10.032
200000
7.9%36
0 JANN THBD.953 9.075 o. 59&5& 54 13 11.¢
—L— — ‘ : — —— — — 5 e
Time--> 7.00 7.50 8.00 8.50 9.00 9 50 10.00 10.50 11.00 11.50
Abundance TIC: VW030509.D\data.ms
800000
13.849
600000
400000
12.690
200000 13.556
15.386%128 15.720 16.275
o 1195&1228 J\j4_6/\ 121%919 b@l&@h 18 M 16.519
T T T ‘ T T T ‘ T T ‘ T T T T ‘ T T T
Time--> 12 00 12. 50 13 oo 13 50 14.00 14.50 15 oo 15 50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101024\
Data File : VW@30509.D

Acqg On : 10 Oct 2024 14:42
Operator : SY/MD

Sample : P4346-11RE

Misc : 3.26g/10mL/MSVOA_W/SOIL/B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100924SMA.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 11
R.T. EstConc Area Relative to ISTD R.T.
13.184 1.66 ug/L 20536 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 59
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 45
3 Dichloroacetic acid, 2-ethylhexy... 240 C10H18C1202 068144-72-9 45
4 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 40
5 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 40

Abundance Scan 1853 (13.184 min): VW030509.D\data.ms (-1846) ( m/z 57.10 100.00%
57.1

5000
—— —
‘ ‘809 112.1 145.0165.3 13.00 13.50
Ol O el D RS m/z 56.10 33.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
5000 T —
13.00 13.50

m/z 41.10 27.61%

29.0
85.0
|| 77 180 1550 140
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59066: Undecane, 2,5-dimethyl-
57.0

T
13.00 13.50
5000 m/z 71.10 25.43%

29.0 112.0
| 850 " 1410 169.0
SN G | v i R MU e
miz--> 20 40 60 80 100 120 140 160 180

Abundance #122735: Dichloroacetic acid, 2-ethylhexyl ester —— —
57.0 13.00 13.50

m/z 43.05 21.30%

5000
83.0
112.0
290“ h | "7 1420 1750
[

o

o

o“‘w‘w‘u““_"ww““H“‘H““H“‘H““

T \ \
m/z--> 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101024\
Data File : VW@30509.D

Acqg On : 10 Oct 2024 14:42
Operator : SY/MD

Sample : P4346-11RE

Misc : 3.26g/10mL/MSVOA_W/SOIL/B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100924SMA.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 Sulfurous acid, 2-ethylhexy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.404 1.43 ug/L 17718 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 50
2 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 50
3 Sulfurous acid, isohexyl pentyl ... 236 C11H2403S 1000309-14-0 47
4 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 47
5 Heptane, 2,2,3,3,5,6,6-heptamethyl- 198 C14H30 007225-67-4 43

Abundance Scan 1889 (13.404 min): VW030509.D\data.ms (-1885) ( m/z 57.10 100.00%
57.1

85.1
5000

I =

——
127.0 13.50

| 150.1 179.3200.8

Oh2 _u‘m‘h‘M‘m‘w”‘m‘wm_m‘w_m m/z 71.10  61.23%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #170577: Sulfurous acid, 2-ethylhexyl hexyl ester

T WJ\JM
5000 85.0 T
13.50
m/z 85.10 56.91%
29.0 113.0
O‘\‘\‘\\‘\\\h‘\\”}\““\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74025: Decane, 2,3,5,8-tetramethyl-
57.0
P
13.50
5000 m/z 43.10 44 .47%
290 85.0
113.0 155.0
0 198.0
m/z--> 2 40 60 80 100 120 140 160 180 200
Abundance #117909: Sulfurous acid, isohexyl pentyl ester P
[=
43.0 85.0 13.50
m/z 41.05 39.65%
h MM
0 649 . 1070 179 170 -
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101024\
Data File : VW@30509.D

Acqg On : 10 Oct 2024 14:42
Operator : SY/MD

Sample : P4346-11RE

Misc : 3.26g/10mL/MSVOA_W/SOIL/B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100924SMA.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 8 Carbonic acid, 2-ethylhexyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.489 1.99 ug/L 24640 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, 2-ethylhexyl trid... 356 C22H4403 1000383-14-0 59
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 59
3 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 50
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 50
5 2-Undecene, 5-methyl- 168 C12H24 056851-34-4 49
Abundance Scan 2067 (14.489 min): VW030509.D\data.ms (-2064) ( m/z 57.10 100.00%
57.1
5000 W
85.1 119.0 I
H bl iyl 482 2770 2080 s
0“W‘HNNHquM”HmmewWW‘WMJMJNVHM‘H‘W‘HW‘H m/z 71.05 59.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #266195: Carbonic acid, 2-ethylhexyl tridecyl ester
57.0
112.0
5000 T
83.0 14.50
m/z 41.10 33.95%
29.0 ‘ 182.0
O \H‘\}‘\\“H\ “\‘1\\‘UH\‘\H\‘\\H‘%\5\?‘(\)\\\‘\\\\‘\\\\‘\\\2\?5\(
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22107: Octane, 2,6-dimethyl-
57.0
—
14.50
5000 m/z 43.05 22.39%
29.0 113.0
R Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester e
57.0 14.50
m/z 39.05 17.12%
85.0
5000
29.0 ‘ 113.0
0“wH‘W‘lem‘ﬂuu‘Hw‘H‘W‘HW‘H‘_‘HM‘H‘H‘WH‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101024\
Data File : VW@30509.D

Acqg On : 10 Oct 2024 14:42
Operator : SY/MD

Sample : P4346-11RE

Misc : 3.26g/10mL/MSVOA_W/SOIL/B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100924SMA.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 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.836 2.00 ug/L 24653 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,9-Dodecadiene 166 C12H22 1000130-71-5 38
2 3,4-Dimethylcyclohexanol 128 C8H160 005715-23-1 38
3 3,4-Dimethylcyclohexanol 128 C8H160 005715-23-1 30
4 7-Oxabicyclo[4.1.0]heptane, 1,5-... 126 C8H140 162239-52-3 30
5 1-Methylcycloheptene 110 C8H14 055308-20-8 30

Abundance Scan 2124 (14.836 min): VW030509.D\data.ms (-2121) ( m/z 43.10 100.00%
43.1
71.1
5000
— —
il H 14.50 15.00
oy S—— TP LY m/z 57.10  96.64%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #41516: 1,9-Dodecadiene
43.0
82.0
5000 — —
166.0 14.50 15.00
110.0 m/z 41.10 78.28%
H 138.0
0 ‘H\\‘\H\“}\\ “\M\‘”H‘H\H‘HHH‘\H‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14428: 3,4-Dimethylcyclohexano
71.0
95.0 - —
14.50 15.00
5000 43.0 m/z 71.10  63.28%
oL 150 1270
- \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14417: 3,4-Dimethylcyclohexanol “ —
71.0 14.50 15.00
m/z 67.05 53.80%
43.0 95.0
5000
15.0 . 1270
! e o R R R S AaRE RS — —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Data Path :
Data File : VWe
Acqg On : 10
Operator : SY/
Sample : P43
Misc : 3.2
ALS vial : 15

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\ViW101024\

30509.D

Oct 2024 14:42

MD

46-11RE
6g/10mL/MSVOA_W/SOIL/B

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100924SMA .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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15318 3.35 ug/l 41399 1,a-Dichlorobenzene-dd  13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octane, 2,6-dimethyl- 142 cle2 062051-30-1 80
2 Tridecane, 7-methyl- 198 C14H30 026730-14-3 72

3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40
4 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S

001921-70-6 64
000504-44-9 64
1000309-19-4 53

Abundance Scan 2203 (15.318 min): VW030509.D\data.ms (-2199) ( m/z 57.10 100.00%
57.1

¢

5000
85.2 113.1 15.00 15.50
[ b 207.1 281 ;
O‘Wuw‘m‘“‘Wu‘uuquh‘wm‘uuw‘u_H‘_Hw‘uwu‘wu m/z 71.10 75.90%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22104: Octane, 2,6-dimethyl-
57.0
5000 — —
15.00 15.50
m/z 43.10 55.15%
27.0 85.0 113.0
Py P |

m/z--> 20 40 60 80 100120140160180200220240260280

-

Abundance #74015: Tridecane, 7-methyl-
57.0
15.00 15.50
5000 m/z 41.10 47.02%
112.0
X “\ \‘\ Il ‘ 155.0183.0
O e et e P T T T T e e

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl- P e
57.0 15.00 15.50
m/z 55.10 24.48%

5000

85.0
‘ 113.0
[

183.0
ﬂ 1410 225.0253.0
o‘,wwwwm_m‘wwwwwwwwm‘ww — —

m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50

290 ‘
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101024\
Data File : VW@30509.D

Acqg On : 10 Oct 2024 14:42
Operator : SY/MD

Sample : P4346-11RE

Misc : 3.26g/10mL/MSVOA_W/SOIL/B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100924SMA.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 11 unknown-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.720 2.67 ug/L 32959 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrahydroionone 196 C13H240 060761-23-1 18
2 4-Nonene 126 C9H18 002198-23-4 11
3 Chloromethyl 9-chlorododecanoate 282 C13H24C1202 080419-05-2 10
4 Oct-3-enoic acid, tridec-2-yn-1-... 320 C21H3602 1000406-95-4 10
5 trans--4-Nonene 126 C9H18 010405-85-3 10
Abundance Scan 2269 (15.720 min): VW030509.D\data.ms (-2266) ( m/z 41.10 100.00%
41.1
70.0 M/\/WMMW
165.3
—— —
H ‘ ‘ ‘ ‘19‘6'1 259.6 15.50 16.00
Ay — ekl m/z 57.10 0 76.10%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71616: Tetrahydroionone
43.0
5000 —r— ——
820 1230 15.50 16.00
m/z 43.10 75.20%
163.0 196.0
0 ku\w\‘u”h"\‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13162: 4-Nonene
55.0
—— —
15.50 16.00
5000 m/z 55.10 74 .40%
126.0
Py
0“%%QNHN“MwwHquu‘muwuw‘uwuu,uu_H‘_HWH‘WH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #175335: Chloromethyl 9-chlorododecanoate —— ——
55.0 15.50 16.00
m/z 56.10 57.50%
5000
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\ViW101024\

: VWOe30509.D

: 10 Oct 2024 14:42

: SY/MD

: P4346-11RE

: 3.26g/10mL/MSVOA_W/SOIL/B
: 15  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100924SMA.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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.275 4.12 ug/L 50910 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 72
2 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 72
3 Hentriacontane 437 C31H64 000630-04-6 59
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 59
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 53

Abundance Scan 2360 (16.275 min): VW030509.D\data.ms (-2355) ( m/z 57.10 100.00%
57.1
5000 M
113.0 ide iGEG
183.1 . .
0 ‘thﬁ‘www bt 28LL o m/z 71.15  65.98%
miz--> 50 100 150 200 250 300 350 400
Abundance #45507: Decane, 3,8-dimethyl-
57.0
5000 —r ——
16.00 16.50
m/z 43.10 51.60%
‘ 113.0
O\‘\“‘1‘\‘\‘f‘\\\‘%\69\()\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #45503: Decane, 2,9-dimethyl-
43.0
—— —
16.00 16.50
5000 m/z 85.05 33.61%
‘ ‘ 127.0
0 ‘L‘J‘W"\"M“"‘“‘“““““““““““
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane T —
57.0 16.00 16.50
m/z 41.10 29.52%
0 “ 10 1690 2250 3000 3650 a6
e “‘H““‘H““‘_““‘H““‘w““‘ —— —
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101024\
Data File : VWO30509.D

Acqg On : 10 Oct 2024 14:42
Operator : SY/MD

Sample : P4346-11RE

Misc : 3.26g/10mL/MSVOA_W/SOIL/B

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100924SMA.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|
(DEL) Alkane: S... 13.184 1.7 ug/L 20536 3 13.556 308795 25.0
Sulfurous acid,... 13.404 1.4 ug/L 17718 3 13.556 308795 25.0
Carbonic acid, ... 14.489 2.0 ug/L 24640 3 13.556 308795 25.0
unknown-01 14.836 2.0 ug/L 24653 3 13.556 308795 25.0
(DEL) Alkane: S... 15.318 3.4 ug/L 41399 3 13.556 308795 25.0
unknown-02 15.720 2.7 ug/L 32959 3 13.556 308795 25.0
(DEL) Alkane: S... 16.275 4.1 ug/L 50910 3 13.556 308795 25.0
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