LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101524\
Data File : VY019904.D

Acqg On : 15 Oct 2024 15:25

Operator : SY/MD

Sample : P4395-01

Misc : 5.80g/5.0mL/MSVOA_Y/SOIL/B F05308-SOLID

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_Y\methods\82Y100924S.M

Title : SW846 8260

Signal : TIC: VY@19904.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.879 24 26 29 rBvV2 1421 1519 4.94% 0.383%
2 2.086 54 60 61 rBV3 5151 9965 32.44% 2.512%
3 2.379 106 108 113 rVB5 957 1636 5.33% 0.412%
4 2.422 113 115 117 rwv2 1348 1112 3.62% 0.280%
5 2.458 117 121 124 rvVvB3 1300 2227 7.25% 0.561%
6 2.525 130 132 134 rBvV2 1296 1311 4.27% 0.331%
7 2.568 137 139 142 rW 1145 1494 4.86% ©.377%
8 2.629 145 149 155 rW5 1686 3657 11.90% 0.922%
9 2.702 158 161 165 rVB3 842 1276 4.15% 0.322%
10 2.897 190 193 195 rVB3 1077 1339 4.36% 0.338%
11  2.934 198 199 202 rBV2 891 892 2.90% 0.225%
12 3.525 294 296 301 rBV3 874 1486 4.84% 0.375%
13  3.574 301 304 307 rBvV2 929 1056 3.44% 0.266%
14 3.812 340 343 345 rBV2 917 895 2.91% 0.226%
15 3.952 365 366 371 rVB2 1423 1487 4.84% 0.375%
16 4.001 371 374 375 rBvV2 1282 1069 3.48% 0.270%
17 4.025 377 378 384 rVB4 920 1381 4.50% ©.348%
18 4.123 390 394 395 rBV2 1235 1200 3.91% 0.303%
19 4.226 407 411 413 rVB3 706 935 3.04% 0.236%
20 4.415 438 442 446 rVB2 805 876 2.85% 0.221%
21  4.720 490 492 497 rVB2 1024 1120 3.65% 0.282%
22 4.872 514 517 519 rVB3 992 1046 3.40% 0.264%
23 4.933 521 527 528 rBV3 772 1157 3.77% 0.292%
24 5.092 550 553 555 rBV 655 880 2.86% 0.222%
25 5.153 559 563 566 rvv2 1410 2221 7.23% 0.560%
26 5.190 568 569 572 rVB2 1376 1150 3.74% 0.290%
27 5.299 584 587 591 rBV3 873 1443 4.70% 0.364%
28 5.561 624 630 631 rBv2 1429 1978 6.44% 0.499%
29 5.927 688 690 692 rvB2 1170 959 3.12% 0.242%
30 6.006 699 703 705 rvB2 811 919 2.99% 0.232%
31 6.403 764 768 770 rBV 1108 1328 4.32% ©.335%
32 6.482 778 781 783 rBV3 1085 1336 4.35% 0.337%
33 6.848 837 841 842 rBV3 795 878 2.86% 0.221%
34 6.903 848 850 853 rvB4 1117 1143 3.72% ©.288%
35 7.323 916 919 921 rBvV3 989 1268 4.13% 0.320%
36 7.592 959 963 964 rBV4 878 1101 3.58% 0.278%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101524\
Data File : VY019904.D

Acqg On : 15 Oct 2024 15:25

Operator : SY/MD

Sample : P4395-01

Misc : 5.80g/5.0mL/MSVOA_Y/SOIL/B F05308-SOLID

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_Y\methods\82Y100924S.M
Title : SW846 8260
37 7.634 964 970 976 rVw4 4194 10007 32.57% 2.523%
38 7.713 976 983 988 rvv3 8631 19594 63.78%  4.940%
39 7.939 1019 1020 1022 rBV 1019 922 3.00% 0.232%
40  8.055 1033 1039 1046 rBV6 4588 10197 33.19% 2.571%
41  8.341 1084 1086 1090 rBvV2 986 1267 4.12% ©0.319%
42 8.396 1092 1095 1096 rVB2 895 954 3.11% 0.241%
43 8.524 1114 1116 1121 rBV4 834 1167 3.80% 0.294%
44  8.622 1125 1132 1139 rVV2 13107 28661 93.29% 7.226%
45  8.701 1142 1145 1148 rVV2 1257 1120 3.65% ©0.282%
46 8.732 1148 1150 1153 rVB2 1131 976 3.18% 0.246%
47  8.921 1177 1181 1184 rVB3 985 1068 3.48% 0.269%
48 9.183 1219 1224 1225 rBV3 669 1003 3.26% ©0.253%
49 10.109 1370 1376 1384 rVB2 17232 30721 100.00% 7.745%
50 10.457 1428 1433 1435 rVB3 1254 1474 4.80% 0.372%
51 10.640 1461 1463 1466 rvB3 1307 1421 4.63% ©.358%
52 10.841 1493 1496 1501 rBv4 536 991 3.23% 0.250%
53 11.018 1521 1525 1529 rBV5 1366 2638 8.59% 0.665%
54 11.134 1541 1544 1547 rBV3 1184 1096 3.57% 0.276%
55 11.219 1554 1558 1563 rVB5 2486 3541 11.53% ©.893%
56 11.359 1577 1581 1583 rVB3 778 1149 3.74% 0.290%
57 11.414 1583 1590 1599 rVB2 10648 20104 65.44% 5.068%
58 11.560 1608 1614 1616 rBvV3 1362 2112 6.87% ©.532%
59 11.597 1617 1620 1621 rBv2 1819 1629 5.30% 0.411%
60 11.676 1628 1633 1634 rBV4 2071 3329 10.84% 0.839%
61 11.780 1647 1650 1651 rBV2 1368 1123 3.66% 0.283%
62 11.822 1655 1657 1660 rVB3 1188 1141 3.71% 0.288%
63 11.914 1666 1672 1679 rBV5 5768 11618 37.82% 2.929%
64 12.091 1697 1701 1703 rBV4 1257 1732 5.64% 0.437%
65 12.127 1703 1707 1710 rBV4 5574 9521 30.99% 2.400%
66 12.213 1716 1721 1724 rBV6 4383 8853 28.82% 2.232%
67 12.310 1733 1737 1741 rBV6 1887 3945 12.84% 0.995%
68 12.347 1741 1743 1746 rVB3 3058 3278 10.67% ©0.826%
69 12.402 1748 1752 1753 rBV4 4205 5475 17.82% 1.380%
70 12.493 1759 1767 1770 rBV7 4660 12305 40.05% 3.102%
71 12.566 1776 1779 1785 rVB6 9478 16998 55.33% 4.285%
72 12.658 1787 1794 1801 rBV9 8030 25837 84.10% 6.514%
73 12.731 1801 1806 1809 rBV7 5986 12215 39.76%  3.080%
74 12.761 1809 1811 1812 rBV2 1903 1749 5.69% 0.441%
75 12.865 1825 1828 1832 rVB6 5926 8261 26.89% 2.083%
76 13.054 1854 1859 1862 rBV6 5089 9227 30.03% 2.326%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101524\
Data File : VY019904.D

Acqg On : 15 Oct 2024 15:25

Operator : SY/MD

Sample : P4395-01

Misc : 5.80g/5.0mL/MSVOA_Y/SOIL/B F05308-SOLID

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_Y\methods\82Y100924S.M
Title : SW846 8260
77 13.176 1874 1879 1881 rBV6 3756 5607 18.25% 1.414%
78 13.481 1925 1929 1934 rVB6 3942 6435 20.95% 1.622%
79 13.536 1934 1938 1940 rVB4 1664 2374 7.73% 0.599%
80 13.609 1948 1950 1953 rBV3 1576 1558 5.07% ©.393%
81 13.664 1953 1959 1965 rVvV5 8039 14619 47.59% 3.686%
82 13.761 1973 1975 1977 rBV3 1319 1403 4.57% 0.354%
83 13.956 2006 2007 2009 rBV2 966 916 2.98% 0.231%
84 14.182 2039 2044 2045 rBVS5 2988 4784 15.57% 1.206%
85 14.310 2061 2065 2067 rBV3 1625 2171  7.97% ©.547%
86 14.340 2067 2070 2074 rVBS 2026 2322 7.56% 0.585%
87 14.420 2082 2083 2086 rBV2 1577 957 3.12% 0.241%
88 14.572 2106 2108 2109 rBV2 1506 1071  3.49% 0.270%
89 14.785 2142 2143 2146 rVB2 1638 1105 3.60% 0.279%
99 14.810 2146 2147 2151 rBV3 1101 1649 5.37% 0.416%
91 14.980 2173 2175 2180 rBvV4 1721 1782 5.80% ©.449%
92 15.127 2196 2199 2200 rBV2 1282 1244 4.05% 0.314%
93 15.316 2227 2230 2232 rVV3 959 1353 4.40% 0.341%
94 15.474 2252 2256 2257 rBV2 920 1118 3.64% 0.282%
95 15.499 2257 2260 2261 rBV2 1695 1275 4.15% 0.321%
96 15.907 2324 2327 2330 rBvV4 1402 1637 5.33% 0.413%
97 15.944 2330 2333 2334 rBV3 1072 1208 3.93% 0.305%
98 16.206 2372 2376 2377 rBV3 997 898 2.92% 0.226%
99 16.590 2436 2439 2441 rBV3 835 1074 3.50% 0.271%
100 16.712 2457 2459 2462 rVV4 1208 932 3.03% 0.235%
Sum of corrected areas: 396651
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101524\
Data File : VY019904.D

Acqg On : 15 Oct 2024 15:25

Operator : SY/MD

Sample : P4395-01

Misc : 5.80g/5.0mL/MSVOA_Y/SOIL/B F05308-SOLID

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y100924S.M
Quant Title : SW846 8260

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

Abundance TIC: VY019904.D\data.ms
40000

35000
30000
25000
20000
15000

10000

5000

33554 3.81348BM923264.415 6.40882

4.720.837%3 Bk 5.92006

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 1.80 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: VY019904.D\data.ms
40000

35000
30000
25000

20000 10.109

15000 o 11.414
7.713 ‘

10000
4 8.055

6
0 19 Hof €

07— —T —T —T —T —T —T — — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY019904.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101524\
Data File : VY019904.D

Acqg On : 15 Oct 2024 15:25
Operator : SY/MD

Sample : P4395-01

Misc : 5.80g/5.0mL/MSVOA_Y/SOIL/B

ALS Vvial : 10 Sample Multiplier: 1

F05308-SOLID

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y100924S.M

Quant Tit

TIC Libra

le

ry

. SW846 8260

: 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 1 unknownll.914 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.914  28.89 ug/l 11618 Chlorobenzene-d5 11.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenoic acid, 2-methyl-, 3-me... 168 C10H1602 083783-86-2 38
2 1-Butyne, 3-ethoxy-3-methyl- 112 C7H120 007740-69-4 38
3 1-Tridecene 182 C13H26 002437-56-1 25
4 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 25
5 4-Nonene, 2,3,3-trimethyl-, (Z)- 168 C12H24 063830-68-2 25
Abundance Scan 1672 (11.914 min): VY019904.D\data.ms (-1666) (- m/z 69.20 100.00%
69.2
125.2
41.0
5000 96.9 /’\ /)\
W RVINTN
‘ “ ‘ 12.00
om_”:“ﬂ M‘w‘H‘_m_m_m_m‘m m/z 55.00  85.75%
m/z--> 20 40 80 100 120 140 160 180
Abundance #43215: 2-Buten0|c acid, 2-methyl-, 3-methyl-2-butenyl e
69.0
41.0 MM
5000
125.0 12 OO
m/z 125.20 67.58%
O\\\‘\H\\‘}‘\\H‘w‘\‘\\‘\‘\\]_\0‘]_\(\)\\“\\\\‘\\\\%\6\8\(\)‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7433: 1-Butyne, 3-ethoxy-3-methyl- m
69.0
om0 A (71
12.00
5000 m/z 41.05 56.47%
43.0
0
m/z--> 20 40 60 80 100 120 140 160 180 m
Abundance #56951: 1-Tridecene
55.0 830 12 OO
’ m/z 67.00 54.38%
5000 20.0
111.0
‘ ‘ 154.0 182.0 (\ M
om_‘m;;” ‘H_H“_‘uH_Hu_m‘m g A
m/z--> 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101524\
Data File : VY019904.D

Acqg On : 15 Oct 2024 15:25

Operator : SY/MD

Sample : P4395-01

Misc : 5.80g/5.0mL/MSVOA_Y/SOIL/B F05308-SOLID

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y100924S.M
Quant Title : SW846 8260

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 unknownl2.493 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.493  95.61 ug/1 12365  1,4-Dichlorobenzene-d4  13.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-((4-Methylphenyl)sulfonylamino... 292 C13H16N402S 003400-05-3 38

2 Cirsiumaldehyde 234 C12H1005 007389-38-0 16
3 2-Amino-3,7-dimethyl-6-octene-1,... 187 C10H21NO2 1000432-16-0 10
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 10
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 10
Abundance Scan 1767 (12.493 min): VY019904.D\data.ms (-1759) (- | m/z 81.10 100.00%
81.1
39.0 110.9
5000 /\A N
206.8 \ M
‘ ‘ 12:50
0 Y N — - m/z 109.20  83.98%
miz-> 50 100 150 200 250
Abundance #188399: 1-((4-Methylphenyl)sulfonylamino)-4,5,6,7(1H)-
109.0
79.0 /\ﬁ ﬂ
5000 A \r\ T T nmh ‘M\ T m T
139.0 12.50
m/z 68.90 74.04%
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 #115620: Cirsiumaldehyde
109.0 M\ﬂ\
b ——
12.50
5000 ITI/Z 110.90 67.34%
53.0
‘ 206.0
ol LA ysgroare |
miz--> 50 100 150 200 250 ﬁ I M\ﬂ\ /\ h
Abundance #61749: 2-Amino-3,7-dimethyl-6-octene-1,3-diol L ”‘A —— ‘A
43.0 12.50
m/z 39.05 65.72%
5000 109.0
YL? ‘ ‘ 1520
Ol b A5 e —————— —
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101524\
Data File : VY019904.D

Acqg On : 15 Oct 2024 15:25

Operator : SY/MD

Sample : P4395-01

Misc : 5.80g/5.0mL/MSVOA_Y/SOIL/B F05308-SOLID

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y100924S.M
Quant Title : SW846 8260

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 unknownl2.566 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.566 132.07 ug/l 16998 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Azabicyclo[3.2.1]octan-3-one 125 C7H11INO 026396-67-8 47
2 1,2-Cyclohexanedione 112 C6H802 000765-87-7 38
3 Cyclobutane, 1-butyl-2-ethyl- 140 C1eH20 1010150-67-3 35
4 3-Octene, (E)- 112 C8H16 014919-01-8 27
5 4(3H)-Pyrimidinone, 6-amino-2-me... 125 C5H7N30 1000338-09-8 27
Abundance Scan 1779 (12.566 min): VY019904.D\data.ms (-1776) (| m/z 125.30 100.00%
55.0 125.3
96.2
5000 /1 m
LI
HH | 12.50
0 A 2970 /7 ss.e5  88.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12391: 2-Azabicyclo[3.2.1]octan-3-one
96.0
5000 — :
43.0 125.0 12.50
68.0 m/z 56.10 74.33%
0 \1\5‘\'?\“\“\\‘ }\‘\‘M“\‘“‘\\hi“‘\\\“\\\\’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7214: 1,2-Cyclohexanedione
55.0 112.0 (ﬁ N
I ‘
270 12.50
5000 : 83.0 m/z 70.20  73.71%
o} ‘VMM‘yu‘u_‘”‘p“‘_“w“‘w“u“‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 WM/M M
Abundance #20723: Cyclobutane, 1-butyl-2-ethyl- LU ‘
41.0 | 69.0 12.50
m/z 69.00 69.36%
5000
97.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101524\
Data File : VY019904.D

Acqg On : 15 Oct 2024 15:25

Operator : SY/MD

Sample : P4395-01

Misc : 5.80g/5.0mL/MSVOA_Y/SOIL/B F05308-SOLID

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y100924S.M
Quant Title : SW846 8260

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 unknownl2.658 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.658 200.75 ug/l 25837 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octyne, 2,2-dimethyl- 138 C10H18 019482-57-6 43
2 6-Methyloctahydrocoumarin 168 C10H1602 080648-29-9 38
3 Cyclopentane, 1,3-dimethyl-2-(1-... 138 C10H18 061142-30-1 38
4 trans-4-Methylcyclohexanol, pent... 260 C10H13F502 1000364-13-9 38
5 Cyclohexene,3-hexyl- 166 C12H22 015232-78-7 35

Abundance Scan 1794 (12.658 min): VY019904.D\data.ms (-1787) (- m/z 81.00 100.00%

81.0
55.0
5000 123.2 rM /\/\ M

| H “ \H 1579 20‘7.1 12550 13.00
e e e m/z 55.85 55.93%

OFrrrr =
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19423: 3-Octyne, 2,2-dimethyl-
81.0
5000 7 ——
41.0 123.0 12.50 13.00

m/z 41.10 50.44%
‘\\\\‘\\\\‘\\\\‘

“H H “‘\\‘\“\“\\‘\\‘\\\\"\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43013: 6-Methyloctahydrocoumarin
81.0

55.0 1250 13.00
5000 m/z 96.00 42 .90%

o

111.0
ol Ll 189.0 1680
miz> 20 40 60 80 100 130 140 160 180 200 M M
Abundance #19557: Cyclopentane, 1,3-dimethyl-2-(1-methylethyliden nmm M
81.0 123.0 12. 50 13 00
m/z 95.10 42.61%

5000 1.0 M
0 \H\ I

L I
‘\\\\‘\\\\‘\\\\‘\\\ (DL LA L A B B

m/z--> 20 40 60 80 100 120 140 160 180 200 12 50 13 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101524\
Data File : VY019904.D

Acqg On : 15 Oct 2024 15:25

Operator : SY/MD

Sample : P4395-01

Misc : 5.80g/5.0mL/MSVOA_Y/SOIL/B F05308-SOLID

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y100924S.M
Quant Title : SW846 8260

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 unknownl2.731 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.731 94.91 ug/1 12215 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-methyl-2-pentyl- 126 CSH18 041977-37-1 35
2 4-Ethyl-2-hexynal 124 C8H120 071932-97-3 27
3 Cyclopropane, (2,2-dimethylpropy... 110 C8H14 039647-71-7 27
4 Cyclopentane, 1-methyl-2-propyl- 126 C9H18 003728-57-2 25
5 Chloroacetic acid, nonyl ester 220 C11H21Clo02 005451-96-7 22
Abundance Scan 1806 (12.731 min): VY019904.D\data.ms (-1801) (- m/z 40.00 100.00%
40.0
95.1
55.0
5000 109.2
—— —
m‘ H 126.1 12.50 13.00
Ol prerrprre w“” - "w‘H‘J‘“H_Mwww““ . 'm/z 95.10 85.48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13273: Cyclopropane, 1-methyl-2-pentyl-
56.0
ik
5000 69.0 A M
12.50 13.00
840 970 126.0 m/z 44.10  69.78%
O\‘\\\\‘H\\‘\\\\‘\‘l 1110
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11990: 4-Ethyl-2- hexyna
=
67.0 93.0
41.0 —r e
81.0 12.50 13.00
5000 109.0 m/z 55.08  68.78%
wo |
ol _m‘Hu!‘!mmm”!; N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6805: Cyclopropane, (2,2-dimethylpropylidene)- P : :
55.0 95.0 12.50 13.00
m/z 56.10 68.61%
41.0
5000 0.0
27.0
|l |
owH"‘H"_‘H‘;‘HH‘m“""w"HMwwwwww AL L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101524\
Data File : VY019904.D

Acqg On : 15 Oct 2024 15:25

Operator : SY/MD

Sample : P4395-01

Misc : 5.80g/5.0mL/MSVOA_Y/SOIL/B F05308-SOLID

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y100924S.M
Quant Title : SW846 8260

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 unknownl2.865 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.865 64.19 ug/l 8261 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formaldehyde, methyl(2-propynyl)... 96 C5H8N2 110213-10-0 38
2 Pyrrolidin-5-one, 2,3-dedihydro-... 129 C4H3NO4 1000124-44-1 25
3 3,4-Pentadienal, 2,2-dimethyl- 110 C7H100 004058-51-9 17
4 2-[5-(2-Hydroxypropyl)oxolan-2-y... 202 C10H1804 003688-54-8 14

5 2-Decanol, chlorodifluoroacetate 270 C12H21C1F202 1000447-45-4 10

Abundance Scan 1828 (12.865 min): VY019904.D\data.ms (-1825) (- m/z 41.00 100.00%
41.0
70.0
5000
125.4
P e
M
ol MLl - wm/z sa.95  81.68%
miz--> 50 100 150 200 250
Abundance  #3126: Formaldehyde, methyl(2-propynyl)hydrazone
43.0
95.0
5000 — —
12.50 13.00
m/z 43.05 59.45%
0 T T T ‘H T h\ \‘ T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #14647: Pyrrolidin-5-one, 2,3-dedihydro-3-nitro-
55.0 129.0
i b h
12.50 13.00
5000 m/Z 70.05 58.48%
mo
ok L  ——
miz--> 50 100 150 200 250 M M jWW
Abundance #6619: 3,4-Pentadienal, 2,2-dimethyl- —H i
41.0 12.50 13.00
m/z 69.10 54.00%
81.0
5000
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101524\
Data File : VY019904.D

Acqg On : 15 Oct 2024 15:25

Operator : SY/MD

Sample : P4395-01

Misc : 5.80g/5.0mL/MSVOA_Y/SOIL/B F05308-SOLID

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y100924S.M
Quant Title : SW846 8260

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 5-Nonadecen-1-o0l Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.054 71.69 ug/l 9227 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Nonadecen-1-01 282 C19H380 1000131-11-9 50
2 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 45
3 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 43
4 Thujone 152 C10H160 000546-80-5 35
5 Bicyclo[3.1.0]hexan-3-one, 4-met... 152 C1@H160 001125-12-8 35
Abundance Scan 1859 (13.054 min): VY019904.D\data.ms (-1854) (- m/z 81.10 100.00%
81.1
139.1
so00{ 410
b WY i
i | 5 o8
ol B m/z 95.85 55.93%
miz-> 50 100 150 200 250
Abundance #176355: 5-Nonadecen-1-0
81.0
41.0
5000 A/\ —— :
13.00
m/z 139.05 51.68%
‘ ‘ 137.0
O T T T \“ ‘HH\ \HM !‘ \“‘\ “\ ‘Hlf67flq \‘Z‘OZ.O\ T T ‘26\‘4\'0\ T
miz--> 50 100 150 200 250
Abundance #6734: Methyl ethyl cyclopentene
L AL
‘ A i
13.00
5000 m/z 41.05 48.97%
39.0 L
oL “u‘ H ihM“H“ M ‘H\]"I\‘\ "O‘ — — —
miz--> 50 100 150 200 250
Abundance #6762: 1-Ethyl-5-methylcyclopentene T
81.0 13.00
m/z 55.00 41.11%
5000
39.0
0 “u‘ ‘\‘ M\ i“H‘M‘ ‘\‘ llLO — — — —r
m/z--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101524\
Data File : VY019904.D

Acqg On : 15 Oct 2024 15:25

Operator : SY/MD

Sample : P4395-01

Misc : 5.80g/5.0mL/MSVOA_Y/SOIL/B F05308-SOLID

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y100924S.M
Quant Title : SW846 8260

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 unknownl13.481 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.481 50.00 ug/l 6435 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxazole, 4-ethyl-2,5-dimethyl- 125 C7H11NO 030408-61-8 14
2 3-Azabicyclo[3.2.2]nonane 125 C8H15N 000283-24-9 9
3 Arginine 174 C6H14N402 000074-79-3 9
4 4-Cyclopropylcarbonyloxytetradecane 282 C18H3402 1010245-58-8 9
5 Cyclohexane, 1,1'-(1-methylethyl... 208 C15H28 054934-90-6 9
Abundance Scan 1929 (13.481 min): VY019904.D\data.ms (-1925) (- | m/z 44.10 100.00%
441
69.0
5000 95.2 1249
—
1y
bl LWLl w/z s7.00  64.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12395: Oxazole, 4-ethyl-2,5-dimethyl-
69.0 110.0
el
5000 T \A T T T \nm
13.50
m/z 69.00 52.67%
O \\\‘\\\\‘\\\‘h‘\}‘\\“‘\\\i‘\\‘\\‘“\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12452: 3-Azabicyclo[3.2.2]Jnonane
44.0
—
13.50
m/z 54.95 47.63%
5000 960 1250 /
‘ 70.0
o5l W B e b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49264: Arginine —
44.0 13.50
m/z 95.20 43.36%
5000
69.0
110.0 138.0
A WA LE LR T
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_Y\Data\VY101524\
Data File : VY019904.D

Acqg On : 15 Oct 2024 15:25

Operator : SY/MD

Sample : P4395-01

Misc : 5.80g/5.0mL/MSVOA_Y/SOIL/B F05308-SOLID

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y100924S.M
Quant Title : SW846 8260

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 1,1'-Bicyclopentyl Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.664 113.59 ug/l 14619 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Bicyclopentyl 138 C10H18 001636-39-1 70
2 Cyclopentene, 1-pentyl- 138 C10H18 004291-98-9 43
3 2,6-Dimethylbicyclo[3.2.1]octane 138 C10H18 1000215-28-2 43
4 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 42
5 Cyclohexene, 1-butyl- 138 C10H18 003282-53-9 35
Abundance Scan 1959 (13.664 min): VY019904.D\data.ms (-1953) (- m/z 138.20 100.00%
138.2
39.1 81.0
5000 109.2
54.0 PR O
Ll By L
om_m‘mw‘_ A AL m/z 66,95 66.17%
miz-> 20 40 60 80 100 120 140
Abundance #19405: 1,1'-Bicyclopentyl
68.0
410 95.0 MM’\M
5000 e
13.50 14.00
m/z 81.00 66.17%
110.0 138.0
O T T ‘2\6‘.\9\ \‘i“\ T \H‘i“ \“ “\ \‘H ‘\ \‘\H\“ }J\.“\ \“ LI }“ T
miz-> 20 40 60 80 100 120 140
Abundance #19422: Cyclopentene, 1-pentyl-
67.0
—— —
13.50 14.00
5000 ITI/Z 68.10 64 .45%
82.0
41.0 ‘ 138.0
ol 20 L U L 90 o |
miz--> 20 40 60 80 100 120 140
Abundance #19477: 2,6-Dimethylbicyclo[3.2.1]octane
81.0 13.50 14.00
m/z 39.10 60.27%
5000 55.0 96.0
39.0 ‘ 123.0138.0
NS Y A O
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101524\
Data File : VY019904.D

Acqg On : 15 Oct 2024 15:25

Operator : SY/MD

Sample : P4395-01

Misc : 5.80g/5.0mL/MSVOA_Y/SOIL/B F05308-SOLID

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y100924S.M
Quant Title : SW846 8260

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 10 unknownl14.182 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.182  37.17 ug/1 4784 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Cyclopentene-1,3-dione, 4-propyl- 138 C8H1002 058940-74-2 14
2 Bicyclo[4.1.0]heptane, 7-pentyl- 166 C12H22 041977-45-1 12
3 3-Hexyne 82 CeH1e 000928-49-4 10
4 4-Cyanothiophenol 135 C7H5NS 036801-01-1 10
5 2-(1-Hydroxycyclopentyl)-furan 152 C9H1202 079575-90-9 9
Abundance Scan 2044 (14.182 min): VY019904.D\data.ms (-2039) (- m/z 135.30 100.00%
135.3
67.1
5000 39.2 95.1 n
192.9 LN T
[ V1o sh4
0 w“u‘u““JW‘M‘_““H‘_““H‘_“W‘H“ﬂ“ m/z 67.10 54.40%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #19989: 4-Cyclopentene-1,3-dione, 4-propyl-
39.0 67.0 95.0
5000 138.0 | M ‘ W\ M
14.00 14.50
m/z 82.20 50.93%
O\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #41554: Bicyclo[4.1.0]heptane, 7-pentyl-
67.0 A h
L 4
41.0 14.00 14.50
5000 96.0 m/z 151.90  43.52%
166.0
| 124.0
Ol e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 ﬂ h
Abundance #1352: 3-Hexyne e ‘n‘ —
41.0 67.0 14.00 14.50
m/z 39.20 43.06%
5000
15.0 NM
oLt ‘,“““hﬁ\“”"_m‘w_m_m_ww L ‘ ‘f\‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101524\
Data File : VY019904.D

Acqg On : 15 Oct 2024 15:25

Operator : SY/MD

Sample : P4395-01

Misc : 5.80g/5.0mL/MSVOA_Y/SOIL/B F05308-SOLID

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y100924S.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknownl11.914 11.914 28.9 ug/l 11618 3 11.420 20104 50.0
unknown12.493 12.493 95.6 ug/l 12305 4 13.353 6435 50.0
unknown12.566 12.566 132.1 ug/l 16998 4 13.353 6435 50.0
unknownl12.658 12.658 200.8 ug/l 25837 4 13.353 6435 50.0
unknownl12.731 12.731 94.9 ug/l 12215 4 13.353 6435 50.0
unknown12.865 12.865 64.2 ug/l 8261 4 13.353 6435 50.0
5-Nonadecen-1-o0l 13.054 71.7 ug/1 9227 4 13.353 6435 50.0
unknown13.481 13.481 50.0 ug/l 6435 4 13.353 6435 50.0
1,1'-Bicyclopentyl 13.664 113.6 ug/l 14619 4 13.353 6435 50.0
unknown14.182 14.182 37.2 ug/l 4784 4 13.353 6435 50.0
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