LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061925\
Data File : VY022746.D

Acqg On : 19 Jun 2025 11:28
Operator : SY/MD

Sample : Q2358-01

Misc : 4.70g/5.06mL/MSVOA_Y/SOIL/B

ALS vial : 6 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\82Y060225S.M

Title : SW846 8260

Signal : TIC: VY@22746.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.019 46 49 50 rBvV 710 797 3.68% 0.429%
2 2.099 50 62 64 rBv4 7152 19431 89.74% 10.460%
3 2.160 70 72 74 rVB2 2436 1787 8.25% 0.962%
4 2.428 113 116 118 rVvB4 737 759 3.51% ©0.409%
5 2.446 118 119 122 rwv2 573 631 2.91% ©0.340%
6 2.477 122 124 130 rVB2 637 1002 4.63% 0.539%
7 2.544 130 135 138 rBV3 618 800 3.69% 0.431%
8 2.592 141 143 144 rW2 639 562 2.60% 0.303%
9 2.605 144 145 150 rvvV3 1193 1803 8.33% 0.971%
106 2.7068 161 162 165 rBV2 681 576 2.66% 0.310%
11  2.769 168 172 173 rVWv2 468 581 2.68% 0.313%
12 2.824 177 181 183 rVvV3 397 560 2.59% 0.301%
13 3.385 271 273 277 rBV2 556 567 2.62% 0.305%
14 3.610 308 310 314 rBV2 555 696 3.21% ©0.375%
15 3.745 330 332 334 rBV 643 544 2.51% 0.293%
16 3.793 336 340 341 rVB2 628 698 3.22% 0.376%
17 4.7 371 375 376 rBv2 749 848 3.92% 0.456%
18 4.476 450 452 454 rBV 531 562 2.60% 0.303%
19 4.543 460 463 464 rBv2 630 661 3.05% 0.356%
20 4.568 464 467 471 rVV2 598 1071 4.95% 0.577%
21 5.403 601 604 606 rvv2 523 699 3.23% 0.376%
22 5.531 621 625 628 rBV2 543 824 3.81% 0.444%
23 5.616 635 639 642 rBv2 403 620 2.86% ©0.334%
24 5.799 665 669 673 rVB2 496 975 4.50% ©0.525%
25 6.061 708 712 713 rBV2 480 548 2.53% 0.295%
26 6.342 757 758 761 rVv2 630 566 2.61% ©0.305%
27 6.390 761 766 768 rVB2 394 705 3.26% ©0.380%
28 6.915 851 852 856 rVB 554 550 2.54% 0.296%
29 7.622 965 968 973 rBV3 1684 2878 13.29% 1.549%
30 7.713 976 983 988 rBv4 4479 10050 46.42% 5.410%
31 8.018 1029 1033 1034 rBvV3 617 569 2.63% 0.306%
32 8.061 1034 1040 1047 rVB7 2894 7252 33.49% 3.904%
33 8.140 1051 1053 1056 rBvV2 624 687 3.17% 0.370%
34 8.195 1060 1062 1065 rVB 808 570 2.63% 0.307%
35 8.335 1082 1085 1088 rvv2 651 592 2.73% 0.319%
36 8.482 1106 1109 1114 rBvV2 750 1285 5.93% 0.692%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061925\
Data File : VY022746.D

Acqg On : 19 Jun 2025 11:28
Operator : SY/MD

Sample : Q2358-01

Misc : 4.70g/5.06mL/MSVOA_Y/SOIL/B

ALS vial : 6 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\82Y060225S.M
Title : SW846 8260
37 8.610 1124 1130 1137 rvv2 7981 16006 73.92% 8.616%
38 8.713 1139 1147 1150 rBvV2 586 1313 6.06% 0.707%
39 8.780 1156 1158 1161 rVB3 693 654 3.02% 0.352%
40 8.817 1161 1164 1166 rVB2 497 575 2.66% 0.310%
41  9.103 1210 1211 1215 rVB2 669 707  3.27% 0.381%
42 10.109 1369 1376 1382 rVVv4 11485 21652 100.00% 11.655%
43 10.170 1384 1386 1389 rVB 662 594 2.74% 0.320%
44 10.243 1395 1398 1400 rVB2 510 569 2.63% 0.306%
45 10.634 1460 1462 1465 rBV2 518 662 3.06% 0.356%
46 10.725 1474 1477 1479 rBv2 679 685 3.16% 0.369%
47 11.127 1540 1543 1544 rBV2 713 618 2.85% ©.333%
48 11.420 1585 1591 1601 rVvV 8116 15983 73.82% 8.604%
49 11.536 1609 1610 1616 rVB2 517 646 2.98% 0.348%
50 11.621 1620 1624 1625 rBV 818 585 2.70% 0.315%
51 11.664 1628 1631 1635 rvv2 463 706  3.26% ©0.380%
52 11.963 1678 1680 1683 rVv4 801 750 3.46% 0.404%
53 12.249 1724 1727 1732 rVB4 804 1525 7.04% 0.821%
54 12.408 1749 1753 1758 rVB4 4601 6953 32.11% 3.743%
55 12.456 1758 1761 1764 rVB2 718 702 3.24% 0.378%
56 12.603 1780 1785 1788 rvv3 495 907 4.19% 0.488%
57 12.658 1791 1794 1795 rvv2 647 638 2.95% 0.343%
58 12.676 1795 1797 1800 rvVB2 582 679 3.14% 0.366%
59 12.737 1800 1807 1811 rBV6 1641 3567 16.47% 1.920%
60 12.786 1814 1815 1822 rVV3 572 726 3.35% 0.391%
61 12.871 1827 1829 1831 rVV2 726 781 3.61% 0.420%
62 12.956 1841 1843 1846 rBV2 830 859 3.97% 0.462%
63 13.005 1848 1851 1852 rVV3 716 792 3.66% 0.426%
64 13.030 1852 1855 1856 rVVv3 673 861 3.98% 0.463%
65 13.048 1856 1858 1861 rVB3 896 817 3.77% ©0.440%
66 13.115 1866 1869 1872 rBV2 569 697 3.22% 0.375%
67 13.170 1875 1878 1881 rVV3 964 1321  6.10% ©0.711%
68 13.225 1884 1887 1888 rBV 753 572 2.64% ©0.308%
69 13.243 1888 1890 1893 rVB3 971 966 4.46% 0.520%
70 13.279 1893 1896 1901 rBV4 1118 1875 8.66% 1.009%
71 13.347 1901 1907 1913 rVV3 4259 7341 33.90%  3.952%
72 13.456 1923 1925 1928 rVB2 774 758 3.50% 0.408%
73 13.493 1928 1931 1932 rBV2 603 594 2.74% 0.320%
74 13.621 1949 1952 1955 rVB3 674 683 3.15% 0.368%
75 13.670 1957 1960 1963 rVB5 2058 2914 13.46% 1.569%
76 13.706 1963 1966 1967 rBV3 790 658 3.04% 0.354%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061925\
Data File : VY022746.D

Acqg On : 19 Jun 2025 11:28
Operator : SY/MD

Sample : Q2358-01

Misc : 4.70g/5.06mL/MSVOA_Y/SOIL/B

ALS vial : 6 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\82Y060225S.M
Title : SW846 8260
77 13.798 1978 1981 1984 rVB2 543 687 3.17% 0.370%
78 13.883 1992 1995 1997 rBV3 886 1255 5.80% 0.676%
79 13.993 2010 2013 2018 rVB4 717 1163 5.37% 0.626%
80 14.127 2032 2035 2038 rVB3 629 776 3.58% 0.418%
81 14.176 2038 2043 2045 rBV2 1407 1608 7.43% 0.866%
82 14.255 2051 2056 2058 rBV3 600 643 2.97% 0.346%
83 14.298 2060 2063 2067 rBV2 399 627 2.90% ©.338%
84 14.523 2098 2100 2104 rVB3 940 1126 5.20% 0.606%
85 14.590 2107 2111 2113 rBV 1180 1512 6.98% ©0.814%
86 14.761 2137 2139 2141 rVV2 971 714 3.30% 0.384%
87 14.889 2158 2160 2162 rVB3 863 633 2.92% 0.341%
88 14.919 2162 2165 2169 rBV2 714 991 4.58% ©.533%
89 15.121 2194 2198 2199 rBV4 515 566 2.61% 0.305%
990 15.627 2277 2281 2286 rBvV4 481 906 4.18% 0.488%
91 15.688 2288 2291 2293 rBV3 649 550 2.54% 0.296%
92 15.925 2327 2330 2332 rBV3 1057 1234 5.70% 0.664%
93 15.974 2337 2338 2341 rVV2 509 544 2.51% 0.293%
94 16.005 2341 2343 2346 rVV3 812 781 3.61% 0.420%
95 16.053 2349 2351 2355 rV4 449 705 3.26% ©.380%
96 16.096 2355 2358 2360 rvv3 715 938 4.33% ©.505%
97 16.181 2370 2372 2374 rVWV2 803 575 2.66% ©0.310%
98 16.206 2374 2376 2378 rVVv2 980 744  3.44%  0.400%
99 16.279 2386 2388 2391 rBV2 497 593 2.74% 0.319%
100 16.316 2391 2394 2396 rVvV2 742 701 3.24% 0.377%
Sum of corrected areas: 185769
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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\VY061925\

: VY022746.D

: 19 Jun 2025 11:28

: SY/MD

: Q2358-01

: 4.70g/5.0mL/MSVOA_Y/SOIL/B
: 6 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060225S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

30000

25000

20000

15000

10000

5000

0
Time-->

TIC: VY022746.D\data.ms

3.385 3.6133253 4.007 5.408%36165.799 6.061 66480

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

30000

25000

20000

15000

10000

5000

TIC: VY022746.D\data.ms

10.109

briu3 1083725 11.127

0
Time-->

waine

—
11.50

— — — — —
9.00 9.50 10.00 10.50 11.00

Abundance

30000

25000

20000

15000

10000

5000

TIC: VY022746.D\data.ms

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.00 13.50 14.00 14.50 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061925\
Data File : VY022746.D

Acqg On : 19 Jun 2025 11:28
Operator : SY/MD

Sample : Q2358-01

Misc : 4.70g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060225S.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 1 unknown2.099 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.099 96.67 ug/l 19431  Pentafluorobenzene 7.713

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Iodohiistidine 281 C6H8IN302 006996-15-2 39
2 Metaraminol 167 C9H13NO2 000054-49-9 36
3 Acetamide, 2-cyano- 84 C3H4N20 000107-91-5 28
4 3-Cyclohexyl-1-methyl-1-(2-pheny... 260 C16H24N20 1024470-80-1 28
5 3-Propoxyamphetamine 193 C12H19NO 1000124-04-4 9

Abundance  Scan 62 (2.099 min): VY022746.D\data.ms (-50) (-) m/z 44.00 100.00%

44.0
5000
R AR
207.2
MJ‘M 91.3 158.5 | o1 180 2.00 220 2.40
0 At o A m/z 39.900 29.19%
miz-> 50 100 150 200 250
Abundance #174940: 2-lodohiistidine
44.0
5000 180 2.00 220 2.40
116.0 208.0 : : : :

81.0 m/z 207.20  12.59%

0 u‘\hAdM 1540 | ! 281.(
T T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #42838: Metaramino
Al

1.80 2.00 2.20 2.40

5000 ITI/Z 43.10 11.83%
0 i \77‘\.0 | 12\40 167.0
—e
miz--> 50 100 150 200 250 [\ m A ﬂ
Abundance #1514: Acetamide, 2-cyano- ﬂﬂ“““““"““““
44.0 1.80 2.00 2.20 2.40

m/z 45.00 8.24%

5000

o140 840 L1 M Afw

m/z--> 50 100 150 200 250 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061925\
Data File : VY@22746.D

Acqg On : 19 Jun 2025 11:28

Operator : SY/MD

Sample : Q2358-01

Misc : 4.70g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060225S.M
: 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 2 unknown2.160 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

2.160 8.89 ug/1 1787  Pentafluorobenzene 7.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyanoacetylurea 127 C4H5N302 001448-98-2 9

2 2-Propanamine 59 C3HSN 000075-31-0 7

3 MDMA methylene homolog 207 C12H17NO2 1010386-32-2 7
4 Benzaldehyde, 2-nitro-, diaminom... 207 C8H9N502 102632-31-5 7

5 Ethylene oxide 44 C2H40 000075-21-8 4
Abundance  Scan 72 (2 160 min): VY022746.D\data.ms (-70) (-) 44.00 100.00%

44.0
5000

78.0 207.2 T T T e
‘ 1470 1776 1.80 2.00 2.20 2.40
b Ml g 12389 | Tl w/z se.te 37.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13326: Cyanoacetylurea
44.0
5000 LI LA L L L B O

84.0 1.80 2.00 2.20 2.40
m/z 43.10 30.53%

o I 1270 168.0 194.0
\\\‘\\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #290: 2-Propanamine

44.0

1.80 2.00 2.20 2.40

5000 ITI/Z 207.20 18.60%
15.0 Il \H\ L
O e
miz--> 20 40 60 80 100 120 140 160 180 200 k M ﬁ mw
Abundance #83723: MDMA methylene homolog m ‘ ‘/‘N Hrr e e
44.0 1.80 2.00 2.20 2.40
m/z 77.95 16.41%
5000 176.0
77.0 135.0 207.0
w50 I T
0 % VPR "R VPR PN A RN " | |1 |

20 40 60 80 100 120 140 160 180 200

m/z--> 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061925\
Data File : VY022746.D

Acqg On : 19 Jun 2025 11:28
Operator : SY/MD

Sample : Q2358-01

Misc : 4.70g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060225S.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 unknown2.605 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.605 8.97 ug/1 1803 Pentafluorobenzene 7.713

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, 2-chloro- 93 C2H4CINO 000079-07-2 4
2 1-Methyl-2-aminomethylimidazole 111 C5H9N3 124312-73-8 4
3 Butyraldehyde, 4-(methylenecyclo... 124 C8H120 1000156-86-5 2
4 Acetonitrile-d3 44 C2D3N 002206-26-0 2
5 Nitrous oxide 44 N20 010024-97-2 2

Abundance Scan 145 (2.605 min): VY022746.D\data.ms (-144) (-) m/z 44.00 100.00%

44.0
5000 94.9
280.1 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
‘ 2.20 2.40 2.60 2.80 3.00
0 A — — T m/z 40.00 54.78%
miz-> 50 100 150 200 250
Abundance #2786: Acetamide, 2-chloro-
44.0
5000 | BN AL B R

2.20 2.40 2.60 2.80 3.00
m/z 94.90  46.82%

93.0
14.0 Ll
O T M\ ‘\ 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 #6870: 1-Methyl-2-aminomethylimidazole
30.0 1
P e
111.0 2.20 2.40 2.60 2.80 3.00
5000 ITI/Z 93.80 44 ,59%
81.0
0 \m‘ — — —
miz—-> 50 100 150 200 250 h nﬂ M !\
Abundance  #12086: Butyraldehyde, 4-(methylenecyclopropyl)- ‘A‘ L RRRRRE
39.0 79.0 2.20 2.40 2.60 2.80 3.00
m/z 92.80 20.06%
5000
LA L oo
o1 e e L
m/z--> 50 100 150 200 250 2.20 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061925\
Data File : VY022746.D

Acqg On : 19 Jun 2025 11:28
Operator : SY/MD

Sample : Q2358-01

Misc : 4.70g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060225S.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 unknownl2.737 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.737  24.30 ug/l 3567 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosyl acetate 452 C30H6002 018206-97-8 12
2 Triacontyl acetate 480 C32H6402 041755-58-2 12
3 1-Heptacosanol 396 C27H560 002004-39-9 10
4 1,3-Cyclopentadiene, 5-(1-methyl... 120 C9H12 003141-02-4 9
5 1H-Pyrazol-3-amine, 4-methyl- 97 C4H7N3 064781-79-9 9
Abundance Scan 1807 (12.737 min): VY022746.D\data.ms (-1800) (- m/z 105.20 100.00%
39.9 10b.2
5000 207.1 A A
i
12.50 13.00
or—-+--— - m/z 39.90 90.61%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #326466: Octacosyl acetate
43.0 97.0
5000 — —
12.50 13.00
m/z 56.90  75.12%
ol ‘“ Ljhm“2090264()3200 392.0 4520
\\\‘\!1\‘!!1\\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #334198: Triacontyl acetate
43.0
97.0
12.50 13.00
5000 m/z 43.00 63.38%
ol L‘L 209.0 264.0 334.0  420.0 480.
e e B R ey
miz-> 0 50 100 150 200 250 300 350 400 450 M m hh n mn n
Abundance #299848: 1-Heptacosanol A B

57.0 12.50 13.00
m/z 41.30 59.62%

111.0
5000
0 { whm70220280 378.0
R R I et S S A TR

m/z--> 0 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\VY061925\
Data File : VY022746.D

Acqg On : 19 Jun 2025 11:28
Operator : SY/MD

Sample : Q2358-01

Misc : 4.70g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060225S.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 wunknownl3.170 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.170 9.00 ug/l 1321 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-Benzoylglycine ethyl ester 207 C11H13NO3 001499-53-2 7
2 Hydrazine, 1,2-bis(1-methylethyl)- 116 C6H16N2 003711-34-0 5
3 Formic acid, ethoxymethylene hyd... 116 C4H8N202 006699-99-6 4
4 4-Cyanobenzophenone 207 C14H9NO 001503-49-7 4
5 Mercaptamine 77 C2H7NS 000060-23-1 3
Abundance Scan 1878 (13.170 min): VY022746.D\data.ms (-1875) (- | m/z 104.90 100.00%
104.9
5000
50.9 76.9 2071 | nA

IENEE REE.
‘H‘ 13.00 13.50
TR m/z 116.50  31.49%

0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83562: N-Benzoylglycine ethyl ester
105.0
5000 1300 1350
77.0 134.0 : :
207.0 m/z 76.90 30.10%
51.0 161.0
O‘\\\\‘\\“\1‘\\\‘\“\\\\‘\‘\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9394: Hydrazine, 1,2-bis(1-methylethyl)-
31.0 M ﬂ
A AL
101.0 13.00 13.50
5000 73.0 m/z 56.90  28.72%

0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9033: Formic acid, ethoxymethylene hydrazide

‘ e

29.0 13.00 13.50
m/z 55.40 27.34%

116.0
5000 60.0
m 88.0
ob i
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061925\
Data File : VY022746.D

Acqg On : 19 Jun 2025 11:28
Operator : SY/MD

Sample : Q2358-01

Misc : 4.70g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060225S.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 unknownl3.280 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.280 12.77 ug/1 1875 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-(.alpha.-Methyl-4-nitrobenzyli... 299 C15H13N304 1000223-36-2 45
2 4-(2-Methyl-1,2,3,4-tetrazol-5-y... 176 C8H8N40 081015-02-3 9

3 3-Pyridinecarbonitrile, 1,2-dihy... 148 C8H8N20 072716-80-4 5

4 3(2H)-Benzofuranone, 6-methyl- 148 C9H802 020895-41-4 5

5 dl-Phenylalanine, N-acetyl- 207 C11H13NO3 002901-75-9 5

Abundance Scan 1896 (13.279 min): VY022746.D\data.ms (-1893) (- m/z 206.90 100.00%
206.9
36.9 11911481
5000
13.00 13.50
0l e e e M/ 119,180 74.29%
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #197908: N-(.alpha.-Methyl-4-nitrobenzylidene)-O-(pheny
37.0 91.0
5000 13.00 h1350A
180.0 : |
% m/z 36.85 71.43%
0.0
OH\‘\“H\ \‘}‘\H \\!‘\’hw‘\‘\\‘\\\\]-‘4\’?\%\\\\“\\\\’2\]\-%’0\\\\‘\\\\‘\\\\‘\2\9‘9\$
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #51464: 4-(2-Methyl-1,2,3,4-tetrazol-5-yl)phenol
119.0148.0 ﬂ A ﬂ
R
13.00 13.50
s000] 210 m/z 148.85  67.86%
SN W £ S—
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #26839: 3-Pyridinecarbonitrile, 1,2-dihydro-5,6-dimethyl-2 P —h
1190143.0 13.00 13.50
' m/z 56.90 65.00%
5000
42.0
U
oHH‘mwWm,wmH_HW,W‘,WWWW
m/z--> 40 60 80 100120140160180200220240260280300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061925\
Data File : VY022746.D

Acqg On : 19 Jun 2025 11:28
Operator : SY/MD

Sample : Q2358-01

Misc : 4.70g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060225S.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 unknownl3.670 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.670  19.85 ug/l 2914 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Acetyl-1-methylcyclohexene 138 C9H140 006090-09-1 43
2 2-Propanone, 1-cyclohexylidene- 138 C9H140 000874-68-0 38
3 Cyclohexanone, 3-vinyl-3-methyl- 138 C9H140 068269-56-7 35
4 Bicyclo[2.2.1]heptane-1-carboxyl... 182 C10H1403 000464-78-8 23
5 Oxirane, 5-hexenyl- 126 C8H140 019600-63-6 16
Abundance Scan 1960 (13.670 min): VY022746.D\data.ms (-1957) (- m/z 41.20 100.00%
41.2
95.0 138.2
5000 67.0
197.8
‘ ‘ ‘ | ‘ 13.50 14.00
L RETENE m/z 40.80  78.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20202: 4-Acetyl-1-methylcyclohexene
43.0 95.0 138.0
1
5000 ’“ T !\\ A‘ T T T m\ T T
13.50 14.00
m/z 43.00 74.51%
0 \1\5‘\.?\ ‘\‘\ \‘h“\ “\H”\ T \‘}hl T \‘}\:L\?i.\ TT \“ L B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20212: 2-Propanone, 1-cyclohexylidene-
43.0
13.50 14.00
95.0
5000 67.0 138.0 m/z 57.30  63.53%
:
m/z--> 20 40 60 80 100 120 140 160 180 200 h ﬂ h mn
Abundance #20221: Cyclohexanone, 3-vinyl-3-methyl- L
670 138.0 13.50 14.00
- 950 m/z 138.20  55.69%
41.0
5000
0! 1‘NMw”M‘1H‘MH“W“W“H,‘ —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061925\
Data File : VY022746.D

Acqg On : 19 Jun 2025 11:28
Operator : SY/MD

Sample : Q2358-01

Misc : 4.70g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060225S.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 unknownl13.883 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.883 8.55 ug/1 1255 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methoxyamine, TMS derivative 119 C4H13NOSi 1000366-62-4 9
2 Allene 40 C3H4 000463-49-0 5
3 1,5-Anhydro-d-altritol 164 C6H1205 027518-98-5 4
4 Urea, heptyl- 158 C8H18N20 042955-46-4 4
5 Methyl 3-methyl-3-(methoxy-isopr... 219 C10H21NO4 082004-48-6 4
Abundance Scan 1995 (13.883 min): VY022746.D\data.ms (-1992) (- m/z 39.90 100.00%
39.9
73.0
206.9
— ——
‘ 13.50 14.00
bl e e m/z 73.00 80.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10257: Methoxyamine, TMS derivative
73.0
5000 45.0 119.0 Jm ‘ n n n h ‘ ﬂ ﬂ
13.50 14.00
m/z 119.00 48.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52: Allene
40.0 ﬂ
A
13.50 14.00
5000 m/z 38.20 44.84%
12.0
o b T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39955: 1,5-Anhydro-d-altritol
43.0 73.0 13.50 14.00
m/z 42.00 36.51%
5000
103.0 133.0
Ll ] |, 1640
0! .
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

82Y060225S.M Fri Jun 20 13:41:24 2025 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061925\
Data File : VY@22746.D

Acqg On : 19 Jun 2025 11:28

Operator : SY/MD

Sample : Q2358-01

Misc : 4.70g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060225S.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 9 unknownl4.176 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.176  10.95 ug/1 1608 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octyne 110 C8H14 002809-67-8 37
2 1,2-Dimethyl cyclopropene 68 C5H8 014309-32-1 37
3 2,4-Hexadienal, (E,E)- 96 C6H80 000142-83-6 32
4 Cyclobutanone, 2-methyl-2-oxiranyl- 126 C7H1002 075314-19-1 32
5 1,7-Octadien-3-0l1, 3,7-dimethyl- 154 C10H180 000598-07-2 28

Abundance Scan 2043 (14.176 min): VY022746.D\data.ms (-2038) (- 43.90 100.00%
43.9
81.1
5000 136.9
‘ 14 00 14 50
O A o e T B S A m/z 41.00 79.91%
miz--> 20 40 60 80 100 120 140
Abundance #6657: 2-Octyne
41.0 81.0
5000 T r\ T T T T T
14.00 14.50
m/z 8l.10 72.22%
26 ‘
O\\‘\‘\H\\\“1\\\\“\M\\\“‘\\‘g\‘}?\]_:\l]\_(\)‘\\\\‘\
m/z--> 20 40 60 80 100 120 140
Abundance #534: 1,2-Dimethyl cyclopropene
39.0 67.0 n A
—h—— —
14.00 14.50
5000 ITI/Z 39.00 62.82%
; |
m/z--> 20 40 60 80 100 120 140 M
Abundance #3161: 2,4-Hexadienal, (E,E)- L A A S
81.0 14.00 14.50
390 m/z 53.30  50.00%
5000
96.0
bl T mil
ol Ml o A
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Data Path :
: VY022746.D

: 19 Jun 2025 11:28

: SY/MD

: Q2358-01

: 4.70g/5.0mL/MSVOA_Y/SOIL/B
: 6 Sample Multiplier: 1

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Libra

ry

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061925\

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060225S.M

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 unknownl4.590 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.590 10.30 ug/l 1512 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propane, 2-isothiocyanato-2-methyl- 115

2 Carbamothioic acid, phenyl-, S-m... 167
3 Pyridine, 5-ethenyl-2-methyl- 119
4 Imidazo[1,2-a]pyrimidine 119
5 o-Toluic acid, 1-(cyclopentyl)et... 232

C5HONS
C8HINOS
C8HON
C6H5N3
C15H2002

000590-42-1 7
013509-38-1 5
000140-76-1 4
000274-95-3 4

Abundance Scan 2111 (14.590 min): VY022746.D\data.ms (-2107) (-

119.3
40.9
5000
96.1
67.2 167.2
‘ | | 207.1
0 e A e A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8812: Propane, 2-isothiocyanato-2-methyl-
41.0
115.0
5000
15.0 72.0
0\\\‘\‘\“\\\‘ i\\‘!\‘\\\\!\\\}“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #42810: Carbamothioic acid, phenyl-, S-methyl ester
119.0
5000
a70 70 167.0
18.0 ‘ ‘
o‘Hw“m‘WMwUm:“wwlu_mmH“w_:‘ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10395: Pyridine, 5-ethenyl-2-methyl-
119.0
5000
91.0
39.0
‘ ‘65.0
0\\H‘JHHW\MHNW\m‘uw\J\\JL\\W\\\W\\H‘\\H‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200

1000293-34-7 4

m/z 119.30 100.00%

L il
14.50

m/z 40.90 59.94%
14.50

m/z 115.20 39.19%
T I
14.50

m/z 117.10 36.89%
T I
14.50

m/z 39.30 32.28%
14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY061925\
Data File : VY022746.D

Acqg On : 19 Jun 2025 11:28
Operator : SY/MD

Sample : Q2358-01

Misc : 4.70g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060225S.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|
unknown2.099 2.099 96.7 ug/l 19431 1 7.713 10050 50.0
unknown2.160 2.160 8.9 ug/l 1787 1 7.713 10050 50.0
unknown2.605 2.605 9.0 ug/l 1803 1 7.713 10050 50.0
unknownl12.737 12.737 24.3 ug/l 3567 4 13.347 7341 50.0
unknownl13.170 13.170 9.0 ug/l 1321 4 13.347 7341 50.0
unknown13.280 13.280 12.8 ug/l 1875 4 13.347 7341 50.0
unknown13.670 13.670 19.9 ug/1 2914 4 13.347 7341 50.0
unknown13.883 13.883 8.6 ug/l 1255 4 13.347 7341 50.0
unknownl14.176 14.176 10.9 ug/l 1608 4 13.347 7341 50.0
unknown14.590 14.590 10.3 ug/l 1512 4 13.347 7341 50.0
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