LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060424\
Data File : VY018469.D

Acqg On : 04 Jun 2024 17:20
Operator : SY/MD

Sample : P2683-04

Misc : 7.22g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 17 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: VYQ18469.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.979 25 26 28 rBV 873 712  3.61% ©0.468%
2 2.101 43 46 47 rBV2 2555 2630 13.35% 1.730%
3 2.650 134 136 139 rVB3 951 663 3.37% 0.436%
4 2.887 173 175 178 rvB3 690 711  3.61% ©0.468%
5 3.003 190 194 195 rBV4 737 628 3.19% 0.413%
6 3.576 286 288 290 rBV2 869 635 3.22% 0.418%
7 3.637 297 298 301 rBV3 736 673  3.42% 0.443%
8 3.765 317 319 323 rVB 1052 1013 5.14% 0.666%
9 3.893 337 340 342 rBV2 710 968 4.91% 0.637%
10 4.021 359 361 364 rBV3 1079 831 4.22% 0.547%
11 4.076 366 370 372 rBv2 762 1138 5.78% 0.748%
12 4.247 396 398 401 rBV3 818 808 4.10% 0.531%
13 4.302 404 407 410 rVB3 633 976 4.95% 0.642%
14  4.399 421 423 428 rVB4 836 1366 6.93% ©.898%
15 4.479 435 436 440 rBV3 851 688 3.49% 0.452%
16 4.674 467 468 472 rVB3 702 846 4.29% 0.556%
17 4.759 479 482 483 rVB2 907 683 3.47% 0.449%
18 4.796 486 488 491 rVv3 674 628 3.19% 0.413%
19 4.966 513 516 519 rVB5 702 946 4.80% 0.622%
20 4.997 519 521 524 rBV2 527 639 3.24% 0.420%
21 5.107 537 539 542 rVB3 937 872 4.43% 0.574%
22 5.137 542 544 547 rBv2 917 839 4.26% 0.552%
23 5.174 547 550 552 rBV2 1008 931 4.73% 0.612%
24 5.667 627 631 634 rBv4 547 946  4.80% 0.622%
25 5.734 640 642 644 rBV3 887 770 3.91% 0.506%
26 5.893 667 668 671 rBV3 779 691 3.51% 0.454%
27 6.173 713 714 719 rVB3 781 949  4.82% 0.624%
28 6.289 730 733 737 rBv2 857 1378 6.99% 0.906%
29 6.350 741 743 746 rVB3 877 707 3.59% 0.465%
30 6.820 818 820 825 rVB5 686 677 3.44%  0.445%
31 6.923 835 837 839 rBv2 672 668 3.39% 0.439%
32 7.155 874 875 878 rBV3 707 789 4.01% 0.519%
33 7.301 894 899 901 rvB3 809 1166 5.89% 0.763%
34 7.344 905 906 910 rvB2 1105 831 4.22% ©.547%
35 7.399 912 915 920 rBvV2 546 841 4.27% ©.553%
36 7.448 920 923 924 rvVB2 1005 801 4.07% 0.527%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060424\
Data File : VY018469.D

Acqg On : 04 Jun 2024 17:20
Operator : SY/MD

Sample : P2683-04

Misc : 7.22g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 17 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 7.490 924 930 932 rBV5 1380 2391 12.14% 1.573%
38 7.563 940 942 945 rvB2 760 788 4.00% ©0.518%
39 7.704 961 965 971 rVB5 2484 4602 23.36% 3.027%
40 7.777 973 977 984 rBv4 3398 6683 33.92% 4.395%
41  7.917 998 1000 1001 rBV 755 732 3.72% 0.481%
42 8.136 1029 1036 1040 rBV6 3446 6775 34.39% 4.456%
43 8.594 1109 1111 1114 rVB 736 756 3.84% 0.497%
44  8.685 1118 1126 1132 rBV4 5024 11630 59.04% 7.649%
45  8.783 1140 1142 1146 rBV3 667 777 3.94% 0.511%
46  8.868 1154 1156 1158 rBV4 918 893 4.53% 0.587%
47  8.941 1165 1168 1169 rBV3 802 792 4.02% ©0.521%
48  9.453 1250 1252 1254 rVB2 951 743 3.77% 0.489%
49 9.600 1273 1276 1277 rBV2 1201 1072 5.44% 0.705%
50 9.740 1297 1299 1302 rVB3 695 665 3.38% 0.437%
51 9.813 1307 1311 1314 rVvB3 694 982 4.98% 0.646%
52 9.874 1318 1321 1323 rBV3 599 714 3.62% 0.470%
53 9.959 1332 1335 1337 rVB3 1011 998 5.07% 0.656%
54 9.984 1337 1339 1341 rBV2 800 696 3.53% 0.458%
55 10.057 1349 1351 1356 rVvB3 943 1004 5.10% 0.660%
56 10.106 1356 1359 1362 rBvV2 562 732 3.72% 0.481%
57 10.173 1365 1370 1382 rVB2 10155 19700 100.00% 12.957%
58 10.264 1382 1385 1387 rBvV2 912 1098 5.57% 0.722%
59 10.368 1399 1402 1403 rVB3 862 866 4.40% 0.570%
60 10.478 1418 1420 1421 rBV 737 646 3.28% 0.425%
61 10.764 1465 1467 1470 rVB4 884 867 4.40% 0.570%
62 10.813 1470 1475 1477 rBV6 960 1217 6.18% 0.800%
63 10.862 1480 1483 1486 rVB4 994 1229 6.24% 0.808%
64 10.996 1503 1505 1508 rBV3 747 777  3.94% 0.511%
65 11.166 1532 1533 1536 rVB2 1026 654 3.32% 0.430%
66 11.215 1538 1541 1544 rVB2 799 920 4.67% 0.605%
67 11.490 1581 1586 1595 rVB4 5365 10186 51.71% 6.699%
68 11.727 1624 1625 1629 rBV3 619 666 3.38% 0.438%
69 11.849 1642 1645 1646 rBV2 1442 1338 6.79% 0.880%
70 11.953 1660 1662 1668 rVB3 705 1022 5.19% 0.672%
71 12.477 1742 1748 1753 rBV5S 2388 4774 24.23%  3.140%
72 12.617 1769 1771 1776 rVB3 844 1416 7.19% 0.931%
73 12.934 1822 1823 1828 rVB 774 816 4.14% 0.537%
74 13.032 1837 1839 1840 rBV 897 867 4.40% ©0.570%
75 13.142 1856 1857 1862 rVB2 856 858 4.36% 0.564%
76 13.190 1862 1865 1867 rBV4 659 722  3.66% 0.475%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060424\
Data File : VY018469.D

Acqg On : 04 Jun 2024 17:20
Operator : SY/MD

Sample : P2683-04

Misc : 7.22g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 17 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 13.288 1874 1881 1885 rBV7 825 1953 9.91% 1.284%
78 13.349 1888 1891 1893 rBV3 917 817 4.15% ©.537%
79 13.422 1900 1903 1904 rBV2 1240 1457 7.40% 0.958%
80 13.672 1942 1944 1951 rVB6 876 1047 5.31% 0.689%
81 14.038 2001 2004 2006 rBV3 618 908 4.61% ©.597%
82 14.227 2033 2035 2036 rBV 939 641 3.25% 0.422%
83 14.373 2055 2059 2062 rBV3 979 1429 7.25% 0.940%
84 14.398 2062 2063 2067 rVB2 702 896 4.55% 0.589%
85 14.495 2074 2079 2081 rBvV4 883 1403 7.12% ©.923%
86 14.617 2096 2099 2102 rVV4 562 649 3.29% 0.427%
87 14.702 2110 2113 2115 rBB 676 696 3.53% 0.458%
88 14.776 2123 2125 2129 rBV3 592 855 4.34% 0.562%
89 14.812 2129 2131 2136 rVB3 778 1234 6.26% 0.812%
99 15.056 2169 2171 2175 rVB4 666 641 3.25% 0.422%
91 15.275 2206 2207 2211 rBvV4 743 679 3.45% 0.447%
92 15.379 2221 2224 2230 rVB4 828 940 4.77% 0.618%
93 15.501 2241 2244 2245 rBV 799 918 4.66% 0.604%
94 15.623 2261 2264 2269 rBv4 934 1407 7.14% ©.925%
95 15.720 2277 2280 2284 rBVS5 980 1701 8.63% 1.119%
96 15.842 2296 2300 2302 rBvV4 796 1157 5.87% 0.761%
97 16.007 2326 2327 2330 rVVv2 996 673 3.42% 0.443%
98 16.080 2336 2339 2342 rBV4 847 1246 6.32% ©.819%
99 16.166 2351 2353 2355 rBV2 959 637 3.23% 0.419%
100 16.342 2380 2382 2385 rBvV3 866 967 4.91% 0.636%
Sum of corrected areas: 152047
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: 7.22g/5.0mL/MSVOA_Y/SOIL/A
: 17  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060424\

: VY018469.D
: 04 Jun 2024 17:20
: SY/MD

P2683-04

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

10000
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2000

0

TIC: VY018469.D\data.ms
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Data Path :

Data File
Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

. VYo
. 04

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060424\

18469.D
Jun 2024 17:20

: SY/MD

: P26
0 7.2
17

83-04
2g/5.0mL/MSVOA_Y/SOIL/A
Sample Multiplier: 1

: 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 1 wunknownl2.617 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.617 48.59 ug/l 1416  1,4-Dichlorobenzene-d4  13.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glycylglycine ethyl ester 160 C6HI2N203  000627-74-7 23

114 C6H14N2
114 C6H14N2

005906-35-4 18
010424-98-3 9

2 1H-Azepin-1-amine, hexahydro-
3 Butanal, dimethylhydrazone

4 3-Buten-1-ol 72 C4H80 000627-27-0 9
5 1-Butanol, 4-ethoxy- 118 C6H1402 000111-73-9 9
Abundance Scan 1771 (12.617 min): VY018469.D\data.ms (-1769) (| | m/z 39.80 100.00%

39.8
734 1138 278.:
5000 144.6
P e
12.50 13.00
0 bl e e e M/z 43,95 86.33%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36398: Glycylglycine ethyl ester
44.0
114.0
5000 e —
12.50 13.00
78.0 m/z 42.10 76.26%
b b 2508
O\H‘HH ‘H‘\"w\‘\‘\H”H“‘\H‘\“HH‘H\\}HH‘HH’\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #8354: 1H-Azepin-1-amine, hexahydro-
42.0 114.0
85.0
12.50 13.00
5000 m/z 39.10 64.03%
ol el A ey
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #8340: Butanal, dimethylhydrazone L
44.0 12.50 13.00
850 m/z 37.20 57.55%
114.0
5000
0‘HwhuWHMHWMN‘_NMHHMHW‘HWHHMHW‘HWHHMHW‘
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060424\
Data File : VY018469.D

Acqg On : 04 Jun 2024 17:20
Operator : SY/MD

Sample : P2683-04

Misc : 7.22g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 17 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 unknownl3.672 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.672  35.93 ug/1 1047 1,4-Dichlorobenzene-d4 13.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Imidazol-5(2H)-one, 4-amino-2-(2... 196 C7H8N403 318259-17-5 43
2 Butanediamide, 2-methylene- 128 C5H8N202 003786-29-6 25
3 Cyclopropene 40 C3H4 002781-85-3 16
4 Phenol, 3-(4H-1,2,4-triazol-4-yl)- 161 C8H7N30 1000410-77-9 9
5 4-Ethynyl-1-methylpyrazole 106 C6H6N2 039806-89-8 9

Abundance Scan 1944 (13.672 min): VY018469.D\data.ms (-1942) (- | m/z 39.30 100.00%

39.3 84.9
5000 1219 195.8 260.¢

13.50 14.00

bR T T e e m/z 84.90 96.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72025: Imidazol-5(2H)-one, 4-amino-2-(2-furyl)-, oxime,
39.0

o

80.0

5000 196.0 —— IR
07.0 13.50 14.00

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260

149.0 m/z 37.106 86.05%
O\‘\\\“\ 1111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13806: Butanediamide, 2-methylene-
39.0
85.0
13.50 14.00
5000 m/z 44.00 77 .52%
111.0
—r —

Abundance #54: Cyclopropene
39.0 13.50 14.00
m/z 35.85 75.97%
5000 r
0! T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060424\
Data File : VY018469.D

Acqg On : 04 Jun 2024 17:20
Operator : SY/MD

Sample : P2683-04

Misc : 7.22g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 17 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 7 wunknownl5.623 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.623  48.28 ug/l 1407 1,4-Dichlorobenzene-d4 13.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Propadiene, 1-bromo- 118 C3H3Br 010024-18-7 14
2 2,4,4-Trimethyl-3-hydroxymethyl-... 222 C15H260 1000144-10-5 9
3 2-Butenedioic acid, 2-methyl-, (Z)- 130 C5H604 000498-23-7 9
4 1-Propyne, 3-bromo- 118 C3H3Br 000106-96-7 9
5 4-Bromo-2-chlorobutanoyl chloride 218 C4H5BrC120 1010487-15-9 9
Abundance Scan 2264 (15.623 min): VY018469.D\data.ms (-2261) (- | m/z 126.00 100.00%
126.0
37.9
69.0 207.1
5000 95.2
—— 5
‘ 15.50 16.00
0“w“u‘k“_‘H‘H‘w“u‘u‘w‘u“u‘w‘u‘_“w‘u m/z 37.85 70.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9787: 1,2-Propadiene, 1-bromo-
37.0
118.0
5000 79.0
15.50 16.00
m/z 58.30 67.69%
0 \H“!‘H ‘HH“\H\}‘Hw‘\’\H\“‘HH‘HH‘\H\‘HH‘\H\‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102041: 2,4,4-Trimethyl-3-hydroxymethyl-5a-(3-methyl-
69.0
107.0 15.50 16.00
m/z 38.80 63.85%
5000 135.0
207.0
0 ,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15160: 2-Butenedioic acid, 2-methyl-, (Z)-
39.0 15.50 16.00
86.0 m/z 37.35 63.08%
5000
‘ 112.0
Ol bl e e b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060424\
Data File : VY018469.D

Acqg On : 04 Jun 2024 17:20
Operator : SY/MD

Sample : P2683-04

Misc : 7.22g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 17 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 8 unknownl5.720 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.720  58.37 ug/1 1701 1,4-Dichlorobenzene-d4 13.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1,2,5]-Oxadiazolo[3,4-b]pyrazin... 190 C4C12N40 153493-48-2 12
2 2,7-Dioxatricyclo[4.4.0.0(3,8)]d... 169 C8H11NO3 040076-29-7 9
3 1-Propyne, 3,3'-oxybis- 94 C6H60 006921-27-3 9
4 [1,4]dioxino[2,3-b:5,6-b']dipyri... 186 C1OH6N202 1000400-03-8 9
5 Trisulfide, methyl 2-propenyl 152 C4H8S3 034135-85-8 9
Abundance Scan 2280 (15.720 min): VY018469.D\data.ms (-2277) (- m/z 38.80 100.00%
38.8 191.1
102.2 169.3 '
73.2
5000
‘ 15.50 16.00
o'-r—r+t--rrt-tr =t m/z 59.50 85.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64943: [1,2,5]-Oxadiazolo[3,4-b]pyrazine, 5,6-dichloro-
30.0
5000 e n AL
15.50 16.00
73.0 108.0 190.0 m/z 191.10 83.65%
2.0 ‘ ’
0%11160-0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44754: 2,7-Dioxatricyclo[4.4.0.0(3,8)]decan-4-one, oxim
29.0
—— —
67.0 15.50 16.00
5000 169.0 m/z 102.20  77.88%
94.0
140.0
0 SN N A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2912: 1-Propyne, 3,3'-oxybis- i —
39.0 15.50 16.00
m/z 169.30  76.92%
64.0
5000
oAl 93.0
At —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060424\
Data File : VY018469.D

Acqg On : 04 Jun 2024 17:20
Operator : SY/MD

Sample : P2683-04

Misc : 7.22g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 17 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|
unknownl12.617 12.617 48.6 ug/l 1416 4 13.416 1457 50.0
unknown13.672 13.672 35.9 ug/l 1047 4 13.416 1457 50.0
unknown15.623 15.623 48.3 ug/l 1407 4 13.416 1457 50.0
unknownl15.720 15.720 58.4 ug/l 1701 4 13.416 1457 50.0
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