LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061224\
Data File : VY018573.D

Acqg On : 12 Jun 2024 16:52
Operator : SY/MD

Sample : P2846-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL/A

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\82Y060324S.M

Title : SW846 8260

Signal : TIC: VY@18573.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.997 27 29 35 rvB5 737 1155 1.78% 0.248%
2 2.101 42 46 47 rBV2 2595 2891 4.45% 0.620%
3 2.503 110 112 113 rBvV2 1439 1190 1.83% 0.255%
4 3.168 218 221 223 rBV2 1010 1125 1.73% 0.241%
5 3.186 223 224 229 rw3 773 977 1.50% 0.209%
6 3.241 229 233 235 rVV4 927 1341 2.06% 0.287%
7 3.381 254 256 258 rBV2 976 883 1.36% 0.189%
8 3.491 272 274 278 rVB2 1083 948 1.46% 0.203%
9 3.546 278 283 286 rVB4 656 1241 1.91% 0.266%
10 3.601 290 292 293 rBvV2 1106 923 1.42% 0.198%
11 4.198 388 390 396 rBv4 743 1346 2.97% 0.288%
12 4.351 411 415 419 rBv4 753 1287 1.98% 0.276%
13 4.399 419 423 428 rVV5 439 1015 1.56% 0.218%
14 4.601 453 456 458 rBV2 737 911 1.40% 0.195%
15 4.686 465 470 471 rBV4 1394 1573 2.42% 0.337%
16 5.003 518 522 525 rVB4 956 1225 1.89% 0.263%
17 5.131 541 543 549 rVB2 781 1234 1.90% 0.264%
18 5.363 577 581 587 rVB6 928 1745 2.69% 0.374%
19 5.497 600 603 605 rBvV2 1025 883 1.36% 0.189%
20 5.594 616 619 621 rBV3 1013 969 1.49% 0.208%
21 5.704 633 637 640 rBv4 1224 1438 2.21% ©.308%
22 5.802 652 653 657 rVvB4 881 1017 1.57% 0.218%
23 5.838 657 659 663 rBvV3 889 1332 2.05% 0.285%
24 5.887 663 667 668 rBv3 749 1009 1.55% 0.216%
25 6.045 691 693 696 rBv3 923 1145 1.76%  0.245%
26 6.265 725 729 731 rVW3 892 1281 1.97% 0.275%
27 6.295 731 734 737 rVB3 731 949 1.46% 0.203%
28 6.490 763 766 770 rBvV4 1085 1494  2.30% 0.320%
29 6.966 838 844 848 rBV4 1256 3020 4.65% 0.647%
30 7.259 889 892 897 rBv4 529 983 1.51% 0.211%
31 7.435 916 921 923 rBvV3 1058 1400 2.15% 0.300%
32 7.710 958 966 972 rVW2 9527 23028 35.45% 4.935%
33 7.783 972 978 986 rvB3 11563 26574 40.90% 5.695%
34 8.136 1027 1036 1048 rVvB2 10471 26685 41.08% 5.719%
35 8.679 1119 1125 1134 rBV2 19423 41830 64.39%  8.965%
36 8.947 1165 1169 1172 rBV4 620 1097 1.69% 0.235%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061224\
Data File : VY018573.D

Acqg On : 12 Jun 2024 16:52
Operator : SY/MD

Sample : P2846-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL/A

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\82Y060324S.M
Title : SW846 8260
37 9.063 1186 1188 1191 rBvV3 796 1080 1.66% 0.231%
38 9.130 1195 1199 1203 rVvv4 576 886 1.36% ©.190%
39 9.277 1216 1223 1225 rBV4 511 900 1.39% 0.193%
40 9.429 1245 1248 1250 rBV2 962 882 1.36% 0.189%
41  9.984 1335 1339 1343 rBV4 690 1138 1.75% 0.244%
42 10.173 1364 1370 1378 rBV 36508 64966 100.00% 13.924%
43 10.289 1387 1389 1391 rVB3 1299 892 1.37% 0.191%
44 10.526 1426 1428 1431 rVB4 842 891 1.37% 0.191%
45 10.575 1435 1436 1444 rVV4 751 1119 1.72% 0.240%
46 11.270 1544 1550 1551 rVB4 722 897 1.38% 0.192%
47 11.362 1563 1565 1568 rVB2 756 883 1.36% 0.189%
48 11.483 1578 1585 1592 rVV3 24125 42386 65.24% 9.084%
49 11.532 1592 1593 1598 rVB3 845 986 1.52% 0.211%
50 11.703 1617 1621 1629 rBV10 1440 3931 6.05% 0.842%
51 11.916 1653 1656 1660 rBvV3 678 945 1.45% 0.203%
52 12.002 1667 1670 1673 rVB4 1416 2016 3.10% 0.432%
53 12.032 1673 1675 1677 rBV3 987 1116 1.72% 0.239%
54 12.124 1685 1690 1693 rBV3 1390 1856 2.86% ©.398%
55 12.197 1698 1702 1704 rBV5 1210 1932  2.97% 0.414%
56 12.239 17607 1709 1715 rVB5 1645 2354 3.62% 0.505%
57 12.313 1715 1721 1722 rBV5 826 1075 1.65% 0.230%
58 12.404 1734 1736 1741 rBV4 675 968 1.49% 0.207%
59 12.477 1743 1748 1757 rVWVv2 17035 29570 45.52% 6.337%
60 12.642 1771 1775 1777 rBV5S 1031 1195 1.84% 0.256%
61 12.727 1783 1789 1791 rBV6 1723 2911 4.48% 0.624%
62 12.806 1793 1802 1806 rVVv8 7737 16301 25.09% 3.494%
63 12.855 1808 1810 1814 rVB5 2012 2480 3.82% ©.532%
64 12.947 1821 1825 1827 rBV5S 1540 2052 3.16%  0.440%
65 13.038 1835 1840 1846 rVB6 2187 4854  7.47% 1.040%
66 13.099 1846 1850 1851 rBV4 1193 1095 1.69% 0.235%
67 13.294 1878 1882 1883 rBV4 1273 1647 2.54% ©.353%
68 13.306 1883 1884 1888 rVB4 1765 2326 3.58% 0.499%
69 13.422 1896 1903 1911 rVB 16492 29049 44.71% 6.226%
70 13.495 1913 1915 1920 rBV6 1484 1895 2.92% 0.406%
71 13.623 1932 1936 1939 rBV5S 1450 2681 4.13% 0©.575%
72 13.666 1940 1943 1947 rVVé6 1390 1954 3.01% 0.419%
73 13.751 1951 1957 1961 rBVS5S 7154 10963 16.87% 2.350%
74 13.794 1961 1964 1966 rVB4 1518 1677 2.58% ©.359%
75 13.824 1966 1969 1970 rBV3 1396 1524 2.35% ©0.327%
76 13.904 1979 1982 1986 rBV5 1644 2924 4.50% 0.627%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061224\
Data File : VY018573.D

Acqg On : 12 Jun 2024 16:52
Operator : SY/MD

Sample : P2846-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL/A

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\82Y060324S.M
Title : SW846 8260
77 13.971 1989 1993 1996 rVB5 2251 3055 4.70% ©.655%
78 14.013 1998 2000 2006 rVB6 1367 1906 2.93% 0.408%
79 14.081 2007 2011 2016 rVB7 2845 5080 7.82% 1.089%
80 14.129 2016 2019 2022 rBV3 1311 1694 2.61% 0.363%
81 14.251 2035 2039 2044 rBV7 2702 4892 7.53% 1.048%
82 14.379 2057 2060 2061 rBV3 1311 1457 2.24% 0.312%
83 14.416 2064 2066 2071 rVV3 1811 2317 3.57% 0.497%
84 14.471 2073 2075 2080 rVB6 1092 1300 2.00% ©.279%
85 14.605 2094 2097 2103 rVB7 3011 5550 8.54% 1.189%
86 14.672 2103 2108 2114 rBV7 3735 7345 11.31% 1.574%
87 14.721 2114 2116 2122 rVB5 952 1889 2.91% 0.405%
88 14.830 2129 2134 2141 rBV6 1626 3748 5.77% ©.803%
89 14.940 2147 2152 2155 rBVe6 1818 3239 4.99% 0.694%
990 15.013 2161 2164 2166 rBV3 859 1036 1.59% 0.222%
91 15.062 2169 2172 2174 rBV4 914 1179 1.81% 0.253%
92 15.208 2193 2196 2199 rBV5 1103 1695 2.61% 0.363%
93 15.233 2199 2200 2205 rBvV4 1124 1579 2.43% 0.338%
94 15.343 2216 2218 2220 rVB2 1128 1041 1.60% 0.223%
95 15.367 2220 2222 2224 rBV3 1014 972 1.50% ©.208%
96 15.519 2244 2247 2248 rBV3 994 1114 1.71% 0.239%
97 15.836 2295 2299 2301 rBvV4 571 970 1.49% 0.208%
98 16.056 2334 2335 2339 rVB3 1045 946 1.46% 0.203%
99 16.367 2384 2386 2391 rBV4 589 1027 1.58% 0.220%
100 16.464 2399 2402 2404 rBV3 992 1218 1.87% 0.261%
Sum of corrected areas: 466590
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061224\

: VY018573.D

: 12 Jun 2024 16:52

: SY/MD

: P2846-03

: 5.07g/5.0mL/MSVOA_Y/SOIL/A
. 10

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S .M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

35000

30000

25000

20000

15000

10000

5000

0

TIC: VY018573.D\data.ms

21 2.5

1.99 38623, 3848k 1 4.19885094.60886  5.008131 5.3034955484magp.045 6:2PE56.490

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

35000

30000

25000

20000

15000

10000

5000

TIC: VY018573.D\data.ms

10.173

11.483

8.679

.94706139.279-429 9.984 (10.28919w585

0
Time-->

— — — — —
9.00 9.50 10.00 10.50 11.00

Abundance

35000

30000

25000

20000

15000

10000

5000

TIC: VY018573.D\data.ms

12.477 13.422

0 6 ,.‘ aga0d4.251 L4efer 2 o
$24332 40412164 %&%&g 8 D506 °"V,V ‘. %4 i E' 194%%.519

- A

11k 5.836L6.056 16 BGA64

M

Time-->

T ‘ T ‘ T T ’ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ’ T T ‘ T
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_Y\Data\VY061224\
Data File : VY@18573.D

Acqg On : 12 Jun 2024 16:52
Operator : SY/MD

Sample : P2846-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S.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 11-Tricosene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.806 28.06 ug/l 16301 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Tricosene 322 C23H46 052078-56-5 50
2 6,10,14-Trimethyl-pentadecan-2-o0l 270 C18H380 069729-17-5 47
3 17-Pentatriacontene 491 C35H70 006971-40-0 47
4 1,3-Cyclohexanediamine 114 C6H14N2 003385-21-5 35
5 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 35
Abundance Scan 1802 (12.806 min): VY018573.D\data.ms (-1793) (- m/z 57.00 100.00%
57.0
111.1 ‘MI\‘M‘W AV
12.50 13.00
oﬁﬂl‘“‘” ‘” “M“M N m/z 43.00  97.29%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227235: 11-Tricosene
43.0
7.0 12.50 13.00
m/z 55.00 78.05%
0 ” } 1154.0 210.0 266.0 322.0
\\‘\\\\‘\\\\‘\\ff‘\\\\[!\1\‘\f\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161363: 6,10,14-Trimethyl-pentadecan-2-ol
e
h ‘ T T T T ‘ T T T
12.50 13.00
5000 97.0 m/z 40.95 68.68%
0 ‘ MJ 196.0250.0
i Ht
m/iz--> 50 100 150 200 250 300 350 400 450 M\ /W'WW
Abundance #336402: 17-Pentatriacontene ‘ m i e
43.0 12.50 13.00
m/z 56.00 45.50%
5000 70
0 ‘ \‘ } 1153.0 210.0 267.0321.0 490.(
“\“‘w“‘w“‘w“““‘\“‘w“‘w“‘w“‘w
m/z--> 50 100 150 200 250 300 350 400 450 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061224\
Data File : VY@18573.D

Acqg On : 12 Jun 2024 16:52
Operator : SY/MD

Sample : P2846-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S.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 unknownl13.038 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.038 8.35 ug/1 4854 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanoic acid, 2-methyl-2-butyl... 200 C12H2402 1000160-11-4 23
2 Vinyl ether 70 C4H60 000109-93-3 12
3 2-Octanone, 1-nitro- 173 C8H15N03 016067-01-9 10
4 Pyrrolidine, 1-acetyl- 113 C6H11NO 004030-18-6 10
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 10
Abundance Scan 1840 (13.038 min): VY018573.D\data.ms (-1835) (- m/z 43.10 100.00%
43.1
71.1
112.9 \
‘ 13.00
Ob Al e m/z 41.30 78.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #75814: Heptanoic acid, 2-methyl-2-butyl ester
43.0
5000 71.0 V\/\AMA ‘ Qf"\‘ MMM
13.00
113.0 m/z 42.20 58.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #585: Vinyl ether
43.0
70.0 13.00
5000 m/z 71.10 53.25%
15.0
] N
m/iz--> 20 40 60 80 100 120 140 160 180 r\
Abundance #48609: 2-Octanone, 1-nitro- g
43.0 13 00
m/z 54.20 49.70%
5000
70.0 113.0
ol \\93 0 _140.0

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061224\
Data File : VY@18573.D

Acqg On : 12 Jun 2024 16:52
Operator : SY/MD

Sample : P2846-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S.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 unknownl13.751 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.751  18.87 ug/1 10963 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 1-methyl-4-(1-meth... 156 C1@H200 021129-27-1 35
2 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 35
3 Cyclohexanol, 5-methyl-2-(1-meth... 156 C1@H200 023283-97-8 27
4 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 27
5 Propanal, 2-propenylhydrazone 112 C6H12N2 019031-78-8 25
Abundance Scan 1957 (13.751 min): VY018573.D\data.ms (-1951) (- m/z 43.00 100.00%
43.0
71.1
96.0 138.2 l e /“ e /\AWL
H‘ H H H ‘%19.3 ‘ 13.50 14.00
Ol M L TP L hyz a1.1e 77.77%
miz--> 20 40 60 80 100 120 140 160
Abundance  #32982: Cyclohexanol, 1-methyl-4-(1-methylethyl)-
71.0
95.0 fl/‘j
5000 41.0 e ——th
13.50 14.00
123.0 m/z 57.15  73.45%
O \]-\5\.0‘ T ‘\“\ \“’H‘ T ‘\‘ }“\ \H!“‘ T \“\ T ‘ } T \J-\#"l\.o\\ T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #59081: Decane, 2,3,7-trimethyl- Mﬂ
43.0 )Lﬂ f\/
71.0 W ; ‘{WW ‘M’L\ ‘m
13.50 14.00
5000 m/z 71.10 72.57%
141.0
97.0
o2 g b b Lo
m/z--> 20 40 60 80 100 120 140 160
Abundance #33035: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, [1S-(
71.0 13.50 14.00
m/z 55.05 48.56%
95.0
5000 41.0
123.0
o] ‘MU“ o o ‘ /W\ [
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_Y\Data\VY061224\
Data File : VY@18573.D

Acqg On : 12 Jun 2024 16:52
Operator : SY/MD

Sample : P2846-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S.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 unknownl4.081 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.081 8.74 ug/1 5080 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacyclo[5.2.1.0(1,5).0(5,9).0... 132 C1@H12 1010185-59-0 30
2 Dispiro[2.2.2.2]deca-4,9-diene 132 C10H12 036262-33-6 30
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 27
4 3-Buten-1-ol, 4-phenyl- 148 C10H120 000937-58-6 27
5 3a,6-Methano-3aH-indene, 2,3,6,7... 132 C10H12 098640-29-0 22
Abundance Scan 2011 (14.081 min): VY018573.D\data.ms (-2007) (- m/z 117.10 100.00%
117.1
5000 46.1
823 148.0 2301 ﬂm L
N
TN |
0 H‘_““H‘_‘H H‘W‘H‘_‘H,H‘W‘H‘_‘H‘H‘W‘H“ m/z 115.00 63.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #16179: Pentacyclo[5.2.1.0(1,5).0(5,9).0(6,8)]decane
117.0

91.0 A M M

5000 T T T T T T T
14.00
39.0 m/z 119.10  54.66%
65.0 h
07 \\\‘\‘U\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16138: Dispiro[2.2.2.2]deca-4,9-diene
117.0
91.0 i \A
14.00
5000 52.0 m/z 46.10 48.19%
; |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0 14.00
m/z 82.30 30.57%
5000
91.0
39.0 65.0
0 \ ‘ ‘u \H m‘ il \M‘ ‘ M‘ M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14 OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061224\
Data File : VY@18573.D

Acqg On : 12 Jun 2024 16:52
Operator : SY/MD

Sample : P2846-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S.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 unknownl4.251 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.251 8.42 ug/1 4892 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,6-Heptadiene, 2,5-dimethyl- 124 C9H1e6 068701-90-6 23
2 1-Ethynyl-1-cycloheptanol 138 C9H140 002809-78-1 12
3 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1OH160 000547-60-4 10
4 1-Methylcyclohexanol, trifluoroa... 210 C9H13F302 1000376-25-5 10
5 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 10

Abundance Scan 2039 (14.251 min): VY018573.D\data.ms (-2035) (- m/z 81.10 100.00%

81.1
410
5000 109.1 152.2
62.9

‘ ‘ HH ‘ ‘ 14.00 14.50
e L LU B B m/z 69.20  96.94%
miz--> 20 40 60 80 100 120 140
Abundance #12194: 1,6-Heptadiene, 2,5-dimethyl-
41.0 68.0
5000 ] 7 ﬂ ‘ A

14.00 14.50
m/z 41.00 77.89%

‘ 109.0
0 \2‘2\3\‘\ \‘\H T ey \“‘\gwlr.q:\" T \‘\ \1‘2r5\o\ T
miz--> 20 40 60 80 100 120 140
Abundance #20183: 1-Ethynyl-1-cycloheptanol

68.0

—— —r
14.00 14.50
41.0 o
5000 95.0 m/z 39.90 76.87%
123.0
oLz b byl L
miz--> 20 40 60 80 100 120 140
Abundance #29426: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a P ——
55.0 83.0 14.00 14.50
m/z 55.00 74.49%
5000
39,0 110.0 152.0 /VL\M
0 “‘HH‘{“‘HM‘N‘HH“‘““H‘M‘1“‘”“‘1?5'?”!“ i WO
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061224\
Data File : VY@18573.D

Acqg On : 12 Jun 2024 16:52

Operator : SY/MD

Sample : P2846-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S .M
: SW846 8260

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 unknownl4.605 Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
14.605 9.55 ug/l 5550 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2,4(1H,3H)-Pyrimidinedione, 6-ch... 191 C4H2CIN304 006630-30-4 25
2 Methanimidamide, N,N-dimethyl-N'... 148 C9H12N2 001783-25-1 23
3 Propanenitrile, 3-chloro-2,3-dih... 147 C3H2C1IN302 139912-33-7 9

4 5-Amino-1-(2-methoxyphenyl)-1H-1... 233 C1@H11N502 1000387-16-8 9
5 N,N'-Isopropyl-N'"-4-[N-aziridyl... 240 C13H28N4 1000256-19-2 9

Abundance Scan 2097 (14.605 min): VY018573.D\data.ms (-2094) (- m/z 57.00 100.00%
57.0

5000
4
226.4 281.(
14.50 15.00
0. m/z 77.20  87.59%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #65848: 2,4(1H,3H)-Pyrimidinedione, 6-chloro-5-nitro-
30.0
ki 00 )
5000 T \ﬂ ] T \ﬂ I T
14.50 15.00
113.0 191.0 m/z 42.90 77.93%
148.0
0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #26870: Methanimidamide, N,N-dimethyl-N'-phenyl-
440 77.0 1480 fw\’l A h
I AL
14.50 15.00
5000 106.0 ITI/Z 80.90 64.83%
o‘,w;”‘m . ,W‘M“m“lm‘lmw_m‘wwWWWWW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25820: Propanenitrile, 3-chloro-2,3-dihydroximino-
44.0 14.50 15.00
147.0 m/z 42.20 48.62%
81.0
- I MMMM&M
(o}
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_Y\Data\VY061224\
Data File : VY@18573.D

Acqg On : 12 Jun 2024 16:52

Operator : SY/MD

Sample : P2846-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S .M
: 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 unknownl4.672 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.672 12.64 ug/l 7345  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bicyclo[4.2.1]nona-2,4,7-triene,... 274 C15H14Se 072065-50-0 38
2 Bicyclo[4.2.1]nona-2,4,7-triene,... 274 C15H14Se 072065-43-1 38
3 o-Isopropenyltoluene 132 C1eH12 007399-49-7 30
4 Thiocyanic acid, 2-propynyl ester 97 C4H3NS 024309-48-6 27
5 Cyclopropene 40 C3H4 002781-85-3 27

Abundance Scan 2108 (14.672 min): VY018573.D\data.ms (-2103) (- m/z 91.10 100.00%

91.1
39.2 132.1
5000
LI
O bl L e M/z 117.200 99.15%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #165840: Bicyclo[4.2.1]nona-2,4,7-triene, 9-(phenylselen
117.0
5000 L. n,m — ‘n‘
51.0 14.50 15.00
m/z 69.00 93.22%
0 | ‘L \‘u dkei L ‘ 157'0 274.(
\\\‘HH‘HH‘HH‘HH‘\H ‘HH‘\\\\‘HH‘HH‘\\H‘HH‘HH‘HH’
m/z--> 20 40 60 80 100120140160180200220240260

Abundance #165839: Bicyclo[4.2.1]nona-2,4,7-triene, 9-(phenylselen
1 A

il Ll

14.50 15.00
5000 ITI/Z 115.20 88.14%
65.0
m/z--> 20 40 60 80 100120140160180200220240260 M A ﬂnﬂ
Abundance #16122: o-Isopropenyltoluene T
117.0 14.50 15.00
m/z 39.20 75.00%
5000
65.0
0\\\2‘\7‘1'\(\)““”“1“““\“\\“1““\\‘!\‘”l‘u\‘“HU“\‘\‘\u\‘\u\‘uu‘\m‘\m‘\m‘\m, Al AL
m/z--> 20 40 60 80 100120140160180200220240260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061224\
Data File : VY@18573.D

Acqg On : 12 Jun 2024 16:52

Operator : SY/MD

Sample : P2846-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S .M
: SW846 8260

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 unknownl4.830 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14830 6.5 ug/l 3748 1,4-Dichlorobenzene-d4  13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Tnden-1-one, 2,3-dihydro- 132 congo 666683-33-0 11
2 2-Methylbenzyl cyanide 131 CSHON 022364-68-7 11

3 Tricyclo[6.2.2.0(2,7)]dodeca-6,9... 160 C1l2H16
4 Tricyclo[3.3.2.0(2,8)]deca-3,6-d... 132 C1lOH12
5 Isoquinoline, 1,2,3,4-tetrahydro- 133 CO9H11N

031080-94-1 10
000768-46-7 10
000091-21-4 10

Abundance Scan 2134 (14.830 min): VY018573.D\data.ms (-2129) (- m/z 104.00 100.00%

104.0
131.9
5000 41.1 ﬂ
| | b1
166'2 T T T T T T T T
\H HH L e
0b— : A m/z 131.90  75.33%
miz--> 20 100 120 140 160
Abundance #16682.1H4nden4:one,23-dmydro-
1040 1320
5000 ‘ﬂ T T T A\ \A n\
51.0 14.50 15.00
80 m/z 91.20 57.00%
27.0 ‘ M
0\\\‘\1\\’\\‘\\‘\\\‘\\‘\\‘H'u\\\‘\\‘\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16070: 2-Methylbenzyl cyanide
104.0
14.50 15.00
5000 1310 m/z 41.15  46.67%
51.0 770
27.0 ‘ M ‘
0 “W‘ﬁ“w‘ﬂ\“ el
m/z--> 20 40 60 80 100 120 140 160
Abundance #36242: Tricyclo[6.2.2.0(2,7)|dodeca-6,9-diene
104.0 132.0 1450 1500
m/z 63.80 43.67%
5000 160.0
o | Ll |
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061224\
Data File : VY@18573.D

Acqg On : 12 Jun 2024 16:52
Operator : SY/MD

Sample : P2846-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S.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 unknownl4.940 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.940 5.58 ug/1 3239 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrazolo[1,5-c]quinozalin-5(6H)... 187 C8H5N50 040595-12-8 23
2 Benzenecarboximidoyl chloride, N... 185 C8H8CINO2 1000362-64-9 23
3 2-[5-(Pyridin-3-y1)-1H-1,2,4-tri... 203 C9HIN50 1000410-33-9 23
4 1-(2,2,2-Trichloro-1-cinnamamido... 443 C18H16C13N302S 303775-31-7 17
5 Hydrazinecarbothioamide, 2-(1-me... 131 C4H9N3S 001752-30-3 9
Abundance Scan 2152 (14.940 min): VY018573.D\data.ms (-2147) (- | m/z 131.05 100.00%
131.1
44.0 76.3
5000
103.0
207.0
i I
ob e A e m/z 133,08 64.32%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #62247: Tetrazolo[1,5-c]quinozalin-5(6H)-one
104.0 131.0
77.0 187.0
5000 50.0
159.0 15.00
m/z 76.25 56.81%
O' ‘\H}“‘\\““\\!““\\‘!\‘!\\\w\\\\‘\\‘\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #60269: Benzenecarboximidoyl chloride, N-hydroxy-4-me
133.0 A
A
15.00
m/z 43.95 55.40%
5000 50.0 90.0
185.0
e AR
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #79286: 2-[5-(Pyridin-3-yl)-1H-1,2,4-triazol-3-ylJacetamide P
44.0 15.00
160.0 m/z 69.10 51.64%
5000 105.0
78.0
203.0
‘ ‘130.0
0 im‘!w‘mHp\‘”H‘HH“HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061224\
Data File : VY018573.D

Acqg On : 12 Jun 2024 16:52
Operator : SY/MD

Sample : P2846-03

Misc : 5.07g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S.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|
11-Tricosene 12.806 28.1 wug/l 16301 4 13.422 29049 50.0
unknown13.038 13.038 8.3 ug/l 4854 4 13.422 29049 50.0
unknown13.751 13.751 18.9 wug/1 10963 4 13.422 29049 50.0
unknownl14.081 14.081 8.7 ug/l 5080 4 13.422 29049 50.0
unknownl4.251 14.251 8.4 ug/l 4892 4 13.422 29049 50.0
unknown14. 605 14.605 9.6 ug/l 5550 4 13.422 29049 50.0
unknownl14.672 14.672 12.6 ug/1 7345 4 13.422 29049 50.0
unknownl4.830 14.830 6.5 ug/l 3748 4 13.422 29049 50.0
unknown14.940 14.940 5.6 ug/l 3239 4 13.422 29049 50.0
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