LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82923\
Data File : VWO26951.D

Acqg On : 29 Aug 2023 15:23
Operator : SY/MD

Sample : 04175-22

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ W\Method\SFAMWNLMO81023SMA.M
Title : SFAMO1.0

Signal : TIC: VWO26951.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.247 50 59 62 rBvie 12732 40027 53.29% 7.326%
2 2.503 99 101 106 rVB4 3518 3994 5.32% 0.731%
3 2.588 113 115 117 rVB3 1585 1163 1.55% 0.213%
4 2.808 149 151 156 rvB6 1921 2267 3.02% 0.415%
5 2.899 161 166 172 rVB 5933 12244 16.30%  2.241%
6 3.021 182 186 187 rBv4 2225 2033 2.71% 0.372%
7 3.033 187 188 190 rBV2 1773 1253 1.67% 0.229%
8 3.052 190 191 194 rVB3 2537 2222 2.96% 0.407%
9 3.076 194 195 197 rBV2 2271 1674 2.23% 0.306%
10 3.235 217 221 223 rBV5 1814 2335 3.11% 0.427%
11  3.314 232 234 238 rBVS 1876 2717 3.62% 0.497%
12 3.357 240 241 243 rVV2 1414 1405 1.87% 0.257%
13 3.393 245 247 252 rVB5 1255 1795 2.39% 0.329%
14 3.478 256 261 263 rVB6 1653 2036 2.71% ©.373%
15 3.509 263 266 268 rBv4 1078 1434 1.91% 0.262%
16 3.667 289 292 293 rBV3 1316 1228 1.63% 0.225%
17 3.71@0 296 299 300 rBV3 1465 1439 1.92% 0.263%
18 3.741 302 304 307 rVB4 2467 2682 3.57% 0.491%
19 3.777 307 310 312 rBV4 1172 1444 1.92% 0.264%
20 3.802 312 314 317 rVV4 1176 1315 1.75% 0.241%
21  4.027 343 351 358 rBVS 8120 21997 29.29% 4.026%
22 4,125 364 367 370 rBV5S 3291 5110 6.80% 0.935%
23 4.515 428 431 433 rBV4 1535 1518 2.02% 0.278%
24  4.545 433 436 438 rVB4 1580 1886 2.51% ©.345%
25 4.582 441 442 444 rBV2 1734 1268 1.69% 0.232%
26 4.643 449 452 454 rVWW4 1346 1636 2.18% 0.299%
27 4.698 459 461 462 rVv2 1502 1237 1.65% 0.226%
28 4.734 466 467 470 rBV3 1124 1294 1.72% 0.237%
29 4.759 470 471 475 rVB4 1318 1304 1.74% 0.239%
30 4.923 492 498 499 rBV6 2175 4001 5.33% 0.732%
31 4.942 499 501 506 rvve 2393 3863 5.14% 0.707%
32 5.039 515 517 518 rBv2 1794 1337 1.78% 0.245%
33 5.112 526 529 530 rBvV3 1484 1951 2.60% ©.357%
34 5.173 536 539 541 rBV4 2319 2851 3.80% ©.522%
35 5.228 545 548 549 rBvV3 1683 1227 1.63% 0.225%
36 5.399 573 576 578 rVvB4 1731 1879 2.50% 0.344%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82923\
Data File : VWO26951.D

Acqg On : 29 Aug 2023 15:23
Operator : SY/MD

Sample : 04175-22

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ W\Method\SFAMWNLMO81023SMA.M
Title : SFAMO1.0
37 5.435 578 582 584 rBV5 1841 3230 4.30% 0.591%
38 5.460 584 586 587 rvB2 2583 1606 2.14% 0.294%
39 5.484 587 590 591 rBv3 1556 1737 2.31% 0.318%
40 5.503 591 593 594 rBvV2 1540 1230 1.64% 0.225%
41 5.521 594 596 599 rVB4 1300 1273  1.69% 0.233%
42 5.551 599 601 603 rVB3 1378 1221 1.63% 0.223%
43 5.600 607 609 613 rVB5 1716 1921  2.56% ©.352%
44 5.643 613 616 617 rBv2 1932 1801 2.40% 0.330%
45 5.692 621 624 625 rBvV3 1922 1955 2.60% ©.358%
46 5.795 638 641 642 rBvV3 2477 2619 3.49% 0.479%
47 5.813 642 644 646 rVV3 1633 1314 1.75% 0.240%
48 5.856 646 651 654 rVB6 1505 2171 2.89% 0.397%
49 5.923 661 662 663 rBv 1976 1168 1.56% 0.214%
50 6.021 676 678 680 rBV3 1942 1558 2.07% 0.285%
51 6.076 683 687 688 rBv4 1425 1485 1.98% 0.272%
52 6.100 688 691 694 rVB5 1136 1468 1.95% 0.269%
53 6.143 694 698 701 rBV6 1854 3193 4.25% 0.584%
54 6.185 703 705 706 rvv2 1949 1462 1.95% 0.268%
55 6.258 715 717 720 rVB4 2245 2293 3.05% 0.420%
56 6.307 723 725 728 rBv4 1143 1445 1.92% 0.264%
57 6.472 748 752 756 rVB7 1069 1870  2.49% 0.342%
58 6.533 760 762 765 rBv4 1726 1660 2.21% 0.304%
59 6.575 767 769 771 rVB3 1738 1358 1.81% 0.249%
60 6.697 786 789 792 rBv4 2105 2991 3.98% 0.547%
61 6.893 819 821 824 rVW4 1969 2269 3.02% 0.415%
62 6.953 828 831 833 rBV3 1718 2178 2.90% 0.399%
63 6.984 833 836 839 rVB5 1666 2132 2.84% 0.390%
64 7.051 846 847 850 rBV3 1232 1204 1.60% 0.220%
65 7.088 850 853 854 rBV3 1187 1256 1.67% 0.230%
66 7.167 864 866 868 rBvV3 1975 1307 1.74% 0.239%
67 7.246 877 879 883 rVB5 2204 2467 3.28% 0.452%
68 7.295 883 887 889 rBV5 1797 1783  2.37% 0.326%
69 7.325 889 892 896 rvVB6 922 1402 1.87% 0.257%
70 7.362 896 898 901 rvB4 2021 1428 1.90% 0.261%
71 7.399 901 904 905 rBV3 1411 1176 1.56% 0.214%
72 7.484 914 918 920 rVB5 1665 1989 2.65% 0.364%
73 7.508 920 922 924 rBvV3 1706 1402 1.87% 0.257%
74 7.600 934 937 939 rBv4 1901 2496  3.32% 0.457%
75 7.648 939 945 953 rVW2 13351 33289 44.32% 6.093%
76 7.770 963 965 968 rvB4 1449 1518 2.02% 0.278%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82923\
Data File : VWO26951.D

Acqg On : 29 Aug 2023 15:23
Operator : SY/MD

Sample : 04175-22

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ W\Method\SFAMWNLMO81023SMA.M
Title : SFAM@1.0
77 7.801 968 970 972 rVB3 1409 1353 1.80% 0.248%
78 7.874 980 982 990 rvVB8 2830 4942 6.58% ©.905%
79 7.941 990 993 994 rBV3 2636 2812 3.74% 0.515%
80 8.002 1001 1003 1006 rVB4 1664 1637 2.18% ©.300%
81 8.057 1009 1012 1013 rVB3 1748 1513 2.01% 0.277%
82 8.106 1016 1020 1022 rBV5 2100 2462 3.28% 0.451%
83 8.136 1022 1025 1026 rBV3 1128 1317 1.75% 0.241%
84 8.276 1040 1048 1061 rBV3 23278 75108 100.00% 13.747%
85 8.417 1070 1071 1072 rBV 2077 1213 1.62% 0.222%
86 8.709 1117 1119 1122 rVB4 1358 1562 2.08% 0.286%
87 8.843 1133 1141 1149 rBV2 24016 53706 71.51% 9.829%
88 8.953 1158 1159 1160 rBV 1894 1189 1.58% 0.218%
89 9.081 1177 1180 1181 rBV3 2287 2320 3.09% 0.425%
90 9.142 1188 1190 1194 rVB5 2301 2676 3.56% 0.490%
91 9.179 1194 1196 1197 rBV2 2240 1394 1.86% ©.255%
92 9.221 1201 1203 1206 rVv4 1541 2297 3.06% 0.420%
93 9.276 1206 1212 1220 rVB2 18985 40482 53.90% 7.409%
94  9.471 1243 1244 1247 rVB3 2030 1638 2.18% 0.300%
95 9.526 1251 1253 1255 rVB3 2374 1831 2.44% 0.335%
96 9.551 1255 1257 1258 rBV2 1547 1467 1.95% 0.268%
97 10.038 1335 1337 1340 rBV3 3932 3996 5.32% ©0.731%
98 10.325 1379 1384 1390 rVB 24501 41160 54.80% 7.533%
99 10.581 1423 1426 1427 rBV3 5089 5281 7.03% 0.967%
100 11.629 1594 1598 1603 rBvV2 28762 48636 64.75% 8.902%
Sum of corrected areas: 546377
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82923\

: VWe26951.D

: 29 Aug 2023 15:23

: SY/MD

: 04175-22

: 5.44g/10mL/MSVOA_W/SOIL

: 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@81023SMA.M

Quant Title

TIC Library

. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

140000

120000

100000

80000

60000

40000

20000

0

TIC: VW026951.D\data.ms

%58 B.aBBE697

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

140000

120000

100000

80000

60000

40000

200001

TIC: VW026951.D\data.ms

11.629

0
Time-->

—— — — — — ——
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance

140000

120000

100000

80000

60000

40000

20000

TIC: VW026951.D\data.ms

Time-->

T ‘ 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_W\Data\VW082923\
Data File : VWO26951.D

Acqg On : 29 Aug 2023 15:23
Operator : SY/MD

Sample : 04175-22

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@81023SMA.M
Quant Title : SFAM@1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.247 18.63 ug/L 40027 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-methyl-1,2-dinitro- 182 C7H6N204 000610-39-9 43
2 3-Methyl-4-nitro-5-(1-pyrazolyl)... 193 C7H7N502 292855-42-6 38
3 Pyridine, 3-bromo-, 1-oxide 173 C5H4BrNO 002402-97-3 38

4 1-Methoxy-2,5-dinitrobenzene 198 C7H6EN205 1000362-87-5 35
5 5-Amino-2H-1-benzofuran-3-one 149 C8H7NO2 1174298-02-2 30

Abundance  Scan 59 (2.247 min): VW026951.D\data.ms (-50) (-) m/z 90.90 100.00%

39.5 90.9
5000 2321517 205.1
At
2.00 2.20 2.40 2.60
0 m/z 39.50 98.99%
m/z--> 40 60 80 100120140160180200220240260280
Abundance #57325: Benzene, 4-methyl-1,2-dinitro-

52.0

5000 1820 L0 L LA WL NI B
2.00 2.20 2.40 2.60
m/z 62.90 96.96%
O\H\H“ \‘ ‘\H\h\\‘\“\\\‘\%\5‘9\\‘\‘\\\“\\\\’\\\\’\\\\’H\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100120140160180200220240260280
Abundance #68184: 3-Methyl-4-nitro-5-(1-pyrazolyl)pyrazole
39.0

2.00 2.20 2.40 2.60
5000 193.0 m/z 43.30  83.78%
117.0
0 1480 L
TR WOt
m/z--> 40 60 80 100120140160180200220240260280
Abundance #48456: Pyridine, 3-bromo-, 1-oxide

39.0 2.00 2.20 2.40 2.60
173.0
m/z 41.80 83.11%

5000
93.0
29.0

0 S
miz--> 40 60 80 100120140160 180200220240 260280 2.00 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW082923\
Data File : VWO26951.D

Acqg On : 29 Aug 2023 15:23
Operator : SY/MD

Sample : 04175-22

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@81023SMA.M
Quant Title : SFAM@1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknown-02 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.503 1.86 ug/L 3994 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Aminobutyramide, N-methyl-N-[4... 429 C17H21F6N303 1000124-10-5 38
2 2-Butenedioic acid, 2,3-dihydrox... 148 C4H406 000133-38-0 38
3 2-Methylaminomethyl-1,3-dioxolane 117 C5H11NO2 057366-77-5 38

4 Cyclobutylcarboxamide, N-methyl-... 183 C11H21NO 1000421-30-5 38
5 1,3,5-Trioxepane 104 C4H803 005981-06-6 35

Abundance Scan 101 (2.503 min): VW026951.D\data.ms (-99) (-) m/z 44.00 100.00%

44.0
5000 \IWM/MM
133 R e  RA N Raann
? 183.4 2308 292.0 2.20 2.40 2.60 2.80
0 HWUMHW b m/z 43.00 47.02%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #317547: 4-Aminobutyramide, N-methyl-N-[4-(1-pyrrolidir
44.0

5000 ““““H““‘H,““
2.20 2.40 2.60 2.80

m/z 39.20 24.50%

0 | 28.0 281.0  359.0 429
‘ L

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #26488: 2-Butenedioic acid, 2,3-dihydroxy-, (E)-

44.0
 RARRNRRSRESEES s s
2.20 2.40 2.60 2.80
5000 m/z 44.90 24.37%
0‘1\'1490
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #9658: 2-Methylaminomethyl-1,3-dioxolane R
44.0 2.20 2.40 2.60 2.80

m/z 51.10 21.32%

5000
117.0
0 Ll |

m/z--> 0 50 100 150 200 250 300 350 400 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW082923\
Data File : VWO26951.D

Acqg On : 29 Aug 2023 15:23
Operator : SY/MD

Sample : 04175-22

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@81023SMA.M
Quant Title : SFAM@1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknown-03 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.942 1.80 ug/L 3863 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methoxy-4-methyl-2-[[... 316 C15H16N404 1000327-64-6 38
2 1,2-Dichlorotetraethyldisilane 242 (C8H20C12Si2 1000434-03-3 25
3 Pyridine-2,3,6-trione trioxime 170 C5H6N403 1000318-31-7 12
4 9,10-Diazatetracyclo[6.2.0(2,7).... 148 C8H8N20 034098-80-1 12
5 2,6,7-Trimethyl-(1,2,4)-triazolo... 163 C7H9N5 061139-77-3 12

Abundance Scan 501 (4.942 min): VW026951.D\data.ms (-499) (-) m/z 42.40 100.00%

42.4
5000 86.1 119.0151.9 2
282.4
AR REmE T
‘ ‘ 4.60 4.80 5.00 5.20
0L LUl S m/z 36.10  92.24%
m/z--> 50 200 250 300
Abundance #219182: Benzene, 1-methoxy-4-methyl-2-[[[2-(4-nitroph£
80.0
77.0
5000 U L L R
149.0 4.60 4.80 5.00 5.20
m/z 47.10 70.78%
()YJ “ “‘ dg T \““\ ‘” \‘ T T T ‘ T T T T ‘ T T T T ‘3?—6\.(
m/z--> 200 250 300
Abundance #126596. 1,2—chhlorotetraethyldisilane N/M
59.0
At e e
4.60 4.80 5.00 5.20
5000 93.0 m/z 47.90 67 .58%
o M ALl 7o aso
m/iz--> 50 100 150 200 250 300
Abundance #45630: Pyridine-2,3,6-trione trioxime L RAa e A R
52.0 4.60 4.80 5.00 5.20
m/z 45.30 65.75%
170.0
5000 950
m/z--> 50 100 150 200 250 300 4.60 4.80 5.00 5.20
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW082923\

Library Search Compound Report

Data File : VW@26951.D

Acqg On : 29 Aug 2023 15:23
Operator : SY/MD

Sample : 04175-22

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81023SMA.M
. SFAM@1.0

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 unknown-04 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
5.173 1.33 ug/L 2851 1,4-Difluorobenzene 8.843
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-[N-Aziridyl]-2-methylpropionit... 110 C6H1ON2 004078-20-0 14
2 N-(4-Fluorobenzylidene)-4-methox... 274 C14H11FN203 1000223-61-1 10
3 Pyrrolo[3,4-c]pyridine-1,3-dione... 242 C13H7FN202 1000310-60-5 10
4

1,3-Benzenediamine, N,N'-bis(sul... 200 C6H4N202S2 017420-01-8 9
5 Benzene, 1,4-dinitro- 168 C6HAN204 000100-25-4 9
Abundance Scan 539 (5.173 min): VW026951.D\data.ms (-536) (-) m/z 35.30 100.00%
35.3
4 110.2 170.4

204.1 258.6

5000 T{

4.80 5.00 5.20 5.40

0 et m/z 35.80 99.39%
m/z--> 40 60 80 100120140160 180200220240260280
Abundance #6507: 3-[N-Aziridyl]-2-methylpropionitrile
41.0 J\M
5000 L L LI NI BN B

4.80 5.00 5.20 5.40
m/z 51.90 95.12%

‘ 70.0 11?'0

OHH"!\ M“\UH‘\\H‘HH’\H\‘HH‘\H\‘HH’H\\‘HH‘HH’HH‘H\

m/z--> 40 60 80 100120140160180200220240260 280

Abundance #165574: N-(4-Fluorobenzylidene)-4-methoxy-2-nitroanili
52.0

4.80 5.00 5.20 5.40

5000 168.0 m/z 56.00 93.90%
122.0
0”” ﬁwMM&WM
m/z--> 40 60 80 100120140160 180200 220240260280
Abundance #125791: Pyrrolo[3,4-c]pyridine-1,3-dione, 2-(4-fluorophe ““H“‘H“‘H“‘H
50.0 4.80 5.00 5.20 5.40

m/z 77.40  76.22%

198.0 2420
5000
109.0
137.0 170.0
0 \HNM‘\mM “‘\\\ ? |
‘HW‘HWHH‘HHMH‘MHWH‘WHHM‘HMHW‘HWHH,HHM‘

m/z--> 40 60 80 100120140160 180200 220240260280 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW082923\
Data File : VWO26951.D

Acqg On : 29 Aug 2023 15:23
Operator : SY/MD

Sample : 04175-22

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@81023SMA.M
Quant Title : SFAM@1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 unknown-©5 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
5.435 1.50 ug/L 3230 1,4-Difluorobenzene 8.843
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrazolo[1,5-a]pyrimidine, 5,7-... 149 C6H7N5 003210-44-4 35
2 Pyridine, 2-chloro-4-nitro-, 1-o... 174 C5H3C1N203 014432-16-7 22
3 Clomesone 236 C4H9C105S2 088343-72-0 16
4 Tetrazolo[1,5-a]pyrimidine, 5,7-... 149 C6H7N5 003210-44-4 14
5 Propanenitrile, 3-chloro-2,3-dih... 147 C3H2CIN302 139912-33-7 12
Abundance Scan 582 (5.435 min): VW026951.D\data.ms (-578) (-) m/z 36.50 100.00%
364.5
61.4
162.0
89.7 210.8
5000 124.8 '
R e RERLNSEE
5.20 5.40 5.60 5.80
O'lrrrrr m/z 37.10 97.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27177: Tetrazolo[1,5-a]pyrimidine, 5,7-dimethyl-
66.0
39.0 149.0 M
5000 106.0 S S RS NN
5.20 5.40 5.60 5.80
m/z 41.20 91.01%
01 .O \\‘!H\‘\‘\\\l‘\\\\‘\\‘\\‘\\\\’\\\\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49224: Pyridine, 2-chloro-4-nitro-, 1-oxide
63.0 174.0
By
5.20 5.40 5.60 5.80
5000 m/z 56.80 87.83%
144.0
98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #118931: Clomesone
63.0 5.20 5.40 5.60 5.80
m/z 38.30 84.66%
5000 157.0
187.0
94.0
Ol il by 22200 2880 AR AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW082923\
Data File : VWO26951.D

Acqg On : 29 Aug 2023 15:23
Operator : SY/MD

Sample : 04175-22

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@81023SMA.M
Quant Title : SFAM@1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 unknown-06 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.143 1.49 ug/L 3193 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1,2,3,4]Tetrazolo[1,5-a]pyridin... 164 C6HAN402 1000362-60-7 32
2 (4Z)-5-Chloro-3,4-dimethyl-2,4-h... 158 C9H15Cl 105949-75-5 12
3 Benzene, 1-azido-2-nitro- 164 C6HAN4O2 001516-58-1 12
4 N-[(2-Hydroxyphenyl)imino]-2-nit... 259 C12H9N304 1000387-20-2 10
5 3-Methyl-2-propylcyclopent-2-en-... 138 C9H140 1000423-46-9 10

Abundance Scan 698 (6.143 min): VW026951.D\data.ms (-694) (-) m/z 51.00 100.00%

51.0
157.9
5000 88.2 259 .4
1253 959 (IR (s
‘ || 5.80 6.00 6.20 6.40
ob——+»=4 m/z 38.90 75.11%
miz-> 50 100 150 200 250
Abundance #40061: [1,2,3,4]Tetrazolo[1,5-a]pyridine-6-carboxylic aci
53.0 136.0
5000 L L L L L B O
5.80 6.00 6.20 6.40
T0.0 m/z 57.00 70.67%
O T T T MM ‘\ H‘H ”H ‘ “\ h\ T ‘\ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance  #35291: (42)-5-Chloro-3,4-dimethyl-2,4-heptadiene
39.0
91.0 5.80 6.00 6.20 6.40
5000 m/z 157.90 68.44%
123.0 158.0
A1 1T 2 B
miz--> 50 100 150 200 250
Abundance #40048: Benzene, 1-azido-2-nitro-
51.0 5.80 6.00 6.20 6.40
m/z 45.10 68.00%
5000 136.0
18.
‘ ‘ H 90.0
m/z--> 50 100 150 200 250 5.80 6.00 6.20 6.40
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82923\
Data File : VW@26951.D

Acqg On : 29 Aug 2023 15:23

Operator : SY/MD

Sample : 04175-22

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 11

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO81023SMA.M
. SFAM@1.0

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 unknown-07 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
6.697 1.39 ug/L 2991 1,4-Difluorobenzene 8.843
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Bromo-3-methoxy-4-nitropyridine 232 C6H5BrN203 1000444-83-2 27
2 4-Bromo-5-nitro-2H-pyrazole-3-ca... 235 C4H2BrN304 1000459-87-6 10

3 Allene 40 C3H4 000463-49-0 10
4 Ethanol, 2,2-dichloro- 114 C2H4C120 000598-38-9 9
5 1,2-Difluoroethane 66 C2HAF2 000624-72-6 9
Abundance Scan 789 (6.697 min): VW026951.D\data.ms (-786) (-) m/z 39.95 100.00%
40.0
5000 93.8
207.2 2357
1331 1785
DL
6.40 6.60 6.80 7.00
0 m/z 93.80 45.87%
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #114169: 2-Bromo-3-methoxy-4-nitropyridine
158.0 171.0
5000 L L L L B R
6.40 6.60 6.80 7.00
m/z 35.80 41.90%
0 TT }
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #117512: 4-Bromo-5-nitro-2H-pyrazole-3-carboxylic acid
30.0
DL
6.40 6.60 6.80 7.00
m/z 235.70 41.90%
5000 235.0
65.0
149.0
117.0
0 191.0
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #52: Allene
40.0 6.40 6.60 6.80 7.00
m/z 65.70 41.59%
5000
12'0\\ |
O b e e e e e e
m/z--> 20 40 60 80 100120140160 180200220240 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW082923\
Data File : VWO26951.D

Acqg On : 29 Aug 2023 15:23
Operator : SY/MD

Sample : 04175-22

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@81023SMA.M
Quant Title : SFAM@1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 unknown-08 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7.874 2.30 ug/L 4942  1,4-Difluorobenzene 8.843
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dinitrobenzonitrile 193 C7H3N304 004248-33-3 17
2 Dimethylphosphine 62 C2H7P 000676-59-5 14
3 Dimethylhydroxymethylphosphine 92 C3H90P 033796-25-7 14
4 6-Nitropiperonal 195 C8H5NO5 000712-97-0 12
5 Pyridine-4-aldehyde, N-ethoxycar... 193 C9H11N302 083710-34-3 12
Abundance Scan 982 (7.874 min): VW026951.D\data.ms (-980) (-) m/z 43.10 100.00%
43.1
76.5
5000
07.5 139.6168.3 204.7
270.: AL L T
7.60 7.80 8.00 8.20
0! m/z 46.30  78.35%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #68168: 3,4-Dinitrobenzonitrile
30.0
7.60 7.80 8.00 8.20
62.0 193.0 m/z 76.50 68.90%
9.0
0 \H‘\\H“‘i\‘\‘H\“NH“‘MH‘E\W‘HHH‘\H]-\A‘lﬁ.\(\)“uu‘uu‘uH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #395: Dimethylphosphine
46.0
7.60 7.80 8.00 8.20
5000 ITI/Z 71.70 54.33%
Olm‘o\‘\‘w”m‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #2731: Dimethylhydroxymethylphosphine
46.0 7.60 7.80 8.00 8.20
m/z 47.90 51.18%
5000
‘ 92.0
m/z--> 20 40 60 80 100120140160180200220240260 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW082923\
Data File : VWO26951.D

Acqg On : 29 Aug 2023 15:23
Operator : SY/MD

Sample : 04175-22

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@81023SMA.M
Quant Title : SFAM@1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 unknown-09 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.038 1.86 ug/L 3996 1,4-Difluorobenzene 8.843
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde, chlorodifluoro- 114 C2HC1F20 000811-96-1 27
2 2,3-Hexadiene, 4-diethylboryl-2-... 164 C11H21B 1000150-14-8 22
3 6(1'-0xo-propyl)-1,3-cis,cis-cyc... 164 C11H160 138146-07-3 22
4 Methyl 4,7,10,13-hexadecatetraen... 262 C17H2602 1000336-36-7 16
5 Cyclopropane, 1-ethenyl-2-hexeny... 150 C11H18 022822-99-7 12

Abundance Scan 1337 (10.038 min): VW026951.D\data.ms (-1335) ( m/z 79.00 100.00%

79.0
5000
40.0 1141 g b ‘

41729 2066 2628

0,

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7961: Acetaldehyde, chlorodifluoro-
29.0
\

5000

—
79.0 10.00
m/z 40.00 30.77%

“ 114.0
O\‘Hf‘\“\\\\‘\\\\‘\“\\\‘\H‘HH\\‘HH‘\\\\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39752: 2,3-Hexadiene, 4-diethylboryl-2-methyl-
79.0
41.0 UL \
10.00
5000 m/z 67.25 27 .09%
136.0
kg | e
YA 8 P N i —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #39685: 6(1'-Oxo-propyl)-1,3-cis,cis-cyclooctadiene - ‘
79.0 10.00
29.0 m/Z 79.90 26.53%
5000
135.0
‘ I ‘ o
0“W‘H‘J‘WL‘HMMJw‘H";“‘M1"M"""""‘mewwmw L
m/z--> 20 40 60 80 100120140160180200220240260280 10.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@82923\
Data File : VWO26951.D

Acqg On : 29 Aug 2023 15:23
Operator : SY/MD

Sample : 04175-22

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@81023SMA.M
Quant Title : SFAM@1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown-01 2.247 18.6 ug/L 40027 1 8.843 53706 25.0
unknown-02 2.503 1.9 ug/L 3994 1 8.843 53706 25.0
unknown-03 4.942 1.8 ug/L 3863 1 8.843 53706 25.0
unknown-04 5.173 1.3 ug/L 2851 1 8.843 53706 25.0
unknown-05 5.435 1.5 ug/L 3230 1 8.843 53706 25.0
unknown-06 6.143 1.5 ug/L 3193 1 8.843 53706 25.0
unknown-07 6.697 1.4 ug/L 2991 1 8.843 53706 25.0
unknown-08 7.874 2.3 ug/L 4942 1 8.843 53706 25.0
unknown-09 10.038 1.9 ug/L 3996 1 8.843 53706 25.0
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