LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40722\
Data File : VWO22439.D

Acqg On : 07 Apr 2022 18:08
Operator : SY/VA

Sample : N2293-04

Misc : 6.93g/10mL/MSVOA_W/SOIL

ALS vial : 1 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\SFAMWLMO40722SMA.M
Title : SFAMO1.0

Signal : TIC: VW@22439.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.965 6 10 16 rVB 67680 89221 27.94%  9.866%
2 2.904 157 164 169 rBV2 5575 11117 3.48% 1.229%
3 3.013 179 182 184 rBV3 1011 1129 0.35% 0.125%
4 3.032 184 185 189 rvwv4 919 852 0.27% 0.094%
5 3.099 193 196 198 rBvV2 728 826 0.26% ©0.091%
6 3.300 227 229 233 rVB4 1212 1208 0.38% 0.134%
7 3.349 235 237 240 rBV3 685 825 0.26% ©0.091%
8 3.391 242 244 247 rVB4 1479 1220 ©0.38% 0.135%
9 3.440 247 252 253 rBV5S 1432 1701 0.53% 0.188%
10 3.483 256 259 261 rVB3 791 905 0.28% 0.100%
11  3.562 269 272 274 rBv4 1507 1661 ©.52% 0.184%
12 3.605 277 279 282 rBV4 997 1097 0.34% 0.121%
13  3.836 315 317 319 rVB3 1563 1209 0.38% 0.134%
14 3.861 319 321 322 rBV 1223 833 0.26% 0.092%
15 3.946 331 335 338 rVB5S 1168 2041 0.64% 0.226%
16 4.031 341 349 351 rBV3 6609 13901 4.35% 1.537%
17 4.202 374 377 379 rBv4 1532 1351 0.42% 0.149%
18 4.416 409 412 413 rBV3 1098 969 0.30% 0.107%
19 4.446 415 417 421 rVB4 1153 1512 0.47% 0.167%
20 4.629 443 447 449 rBVS 709 1126 0.35% 0.125%
21 4.867 485 486 489 rVB3 1241 899 0.28% 0.099%
22 4.891 489 490 492 rBv2 1191 916 0.29% 0.101%
23 5.080 519 521 523 rBV2 1126 1359 0.43% 0.150%
24 5.300 555 557 560 rBv4 822 1244 0.39% 0.138%
25 5.330 560 562 564 rvv3 895 832 0.26% 0.092%
26 5.702 620 623 625 rBvV3 1733 1555 0.49% 0.172%
27 5.934 660 661 665 rBv4d 755 888 0.28% 0.098%
28 6.104 688 689 691 rBv2 1226 1029 0.32% 0.114%
29 6.177 698 701 703 rBV4 861 913 0.29% 0.101%
30 6.238 709 711 715 rVB4 843 934 0.29% 0.103%
31 6.379 732 734 738 rVB5 1020 1206 ©.38% 0.133%
32 6.799 802 803 806 rvv2 1119 1150 0.36% 0.127%
33 6.854 809 812 816 rvvs 1393 1994 0.62% 0.220%
34 6.909 819 821 824 rBvV3 847 898 0.28% 0.099%
35 6.940 824 826 828 rBvV3 831 986 ©0.31% 0.109%
36 7.177 861 865 870 rBV8 1567 3088 0.97% 0.341%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40722\
Data File : VWO22439.D

Acqg On : 07 Apr 2022 18:08
Operator : SY/VA

Sample : N2293-04

Misc : 6.93g/10mL/MSVOA_W/SOIL

ALS vial : 1 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\SFAMWLMO40722SMA.M
Title : SFAMO1.0
37 7.653 935 943 951 rBvV2 9991 25045 7.84%  2.769%
38 7.769 959 962 964 rBV4 744 934 0.29% 0.103%
39 7.830 966 972 973 rBV5 1051 1219 0.38% 0.135%
40 8.049 1006 1008 1010 rBV3 919 852 0.27% 0.094%
41  8.116 1016 1019 1021 rBV4 890 859 0.27% ©0.095%
42 8.281 1039 1046 1048 rBV2 17922 34365 10.76% 3.800%
43 8.842 1132 1138 1150 rVB2 16704 40452 12.67% 4.473%
44  8.945 1152 1155 1160 rBV7 1448 2872 0.90% 0.318%
45 9.000 1160 1164 1166 rBV5 1869 2797 ©0.88% 0.309%
46 9.079 1174 1177 1180 rBV5 2687 4415 1.38% 0.488%
47  9.177 1191 1193 1195 rVB3 1076 923 0.29% 0.102%
48 9.281 1203 1210 1220 rVB4 11397 27045 8.47%  2.990%
49 9.366 1222 1224 1226 rVB3 1142 818 0.26% 0.090%
50 9.512 1245 1248 1252 rVB5 749 1174 0.37% 0.130%
51 9.585 1259 1260 1262 rBvV2 1087 918 0.29% 0.102%
52 9.622 1264 1266 1270 rVV5 881 1144 0.36% 0.126%
53 9.695 1274 1278 1280 rVB4 717 900 0.28% 0.100%
54 9.793 1291 1294 1297 rVB5 961 1294 0.41% 0.143%
55 9.829 1297 1300 1302 rBV4 881 1147 0.36% 0.127%
56 9.957 1317 1321 1329 rVV6 3536 8060 2.52% 0.891%
57 10.037 1329 1334 1341 rVV4 7001 13042 4.08% 1.442%
58 10.134 1345 1350 1352 rBV5 662 1160 ©.36% 0.128%
59 10.158 1352 1354 1357 rVWv4 1013 832 0.26% 0.092%
60 10.323 1373 1381 1388 rBvV2 21538 44851 14.05%  4.959%
61 10.390 1388 1392 1398 rVVv4 6484 13676  4.28% 1.512%
62 10.457 1401 1403 1405 rVB4 1074 953 0.30% 0.105%
63 10.536 1413 1416 1418 rBv4 1131 1029 0.32% 0.114%
64 10.585 1419 1424 1428 rVV6 2999 5530 1.73% 0.611%
65 10.719 1439 1446 1448 rBV7 4412 8592 2.69% 0.950%
66 10.933 1474 1481 1489 rVV3 14127 28278 8.86% 3.127%
67 11.158 1515 1518 1523 rVB5 1266 1465 0.46% 0.162%
68 11.262 1533 1535 1538 rBV4 1177 1426 0.45% 0.158%
69 11.366 1549 1552 1554 rBV4 679 902 0.28% 0.100%
70 11.439 1561 1564 1567 rVB4 1454 1770 0.55% 0.196%
71 11.658 1589 1600 1606 rBvV2 156991 319323 100.00% 35.309%
72 11.939 1643 1646 1651 rBV7 1514 2284 0.72% 0.253%
73 12.439 1726 1728 1729 rVB2 1199 875 0.27% 0.097%
74 12.695 1761 1770 1773 rBV5S 6406 14326  4.49%  1.584%
75 12.743 1773 1778 1785 rVB3 28081 48578 15.21% 5.372%
76 12.871 1798 1799 1802 rBV3 1181 1010 0.32% 0.112%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40722\
Data File : VWO22439.D

Acqg On : 07 Apr 2022 18:08
Operator : SY/VA

Sample : N2293-04

Misc : 6.93g/10mL/MSVOA_W/SOIL

ALS vial : 1 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\SFAMWLMO40722SMA.M
Title : SFAM@1.0
77 12.902 1802 1804 1806 rVB3 2005 1125 ©0.35% 0.124%
78 13.213 1853 1855 1858 rBV3 1246 1549 0.49% 0.171%
79 13.408 1884 1887 1890 rBV5 1317 1935 0.61% 0.214%
890 13.560 1905 1912 1918 rVB 13325 23257 7.28% 2.572%
81 13.700 1933 1935 1937 rVB3 1329 1022 0.32% 0.113%
82 13.725 1937 1939 1944 rVB6 1468 2172 0.68% 0.240%
83 13.853 1956 1960 1969 rVB6 9713 20201 6.33% 2.234%
84 13.914 1969 1970 1971 rBV 1710 1132 ©.35% 0.125%
85 14.255 2023 2026 2030 rVB5 964 1399 0.44% 0.155%
86 14.292 2030 2032 2034 rBV3 866 1038 ©0.33% 0.115%
87 14.395 2047 2049 2051 rVB3 985 865 0.27% 0.096%
88 14.469 2056 2061 2068 rvv9 5770 11135 3.49% 1.231%
89 14.615 2082 2085 2088 rBV5 665 1222 0.38% 0.135%
990 14.737 2102 2105 2111 rVvVv8 2630 3891 1.22% 0.430%
91 14.798 2113 2115 2118 rVB4 1330 1135 ©0.36% 0.126%
92 14.822 2118 2119 2121 rBV2 1477 916 0.29% 0.101%
93 14.877 2127 2128 2134 rBV5 1153 1603 0.50% 0.177%
94 15.036 2152 2154 2155 rBV2 1341 972 0.30% 0.107%
95 15.347 2203 2205 2206 rBV2 1062 842 0.26% 0.093%
96 15.487 2226 2228 2229 rBV2 1377 926 0.29% 0.102%
97 15.718 2265 2266 2269 rBV2 983 1090 0.34% 0.121%
98 15.974 2306 2308 2313 rVB6 1050 1031 ©0.32% 0.114%
99 16.432 2382 2383 2386 rVB3 1456 1171 0.37% 0.129%
100 16.621 2413 2414 2417 rVB3 1926 1006 0.32% 0.111%
Sum of corrected areas: 904365
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40722\
Data File : VW022439.D

Acqg On : 07 Apr 2022 18:08
Operator : SY/VA

Sample : N2293-04

Misc : 6.93g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40722SMA.M
Quant Title : SFAM@1.0

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

Abundance TIC: VW022439.D\data.ms

140000
120000
100000
800001.965
60000

40000

20000

4.031
> Yoo 3 sumasEses BEIO. 4.202 4404654.629 HEETL5.080

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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 6.80
Abundance TIC: VW022439.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40722\

Data File : VW@22439.D

Acqg On : 07 Apr 2022 18:08
Operator : SY/VA

Sample : N2293-04

Misc : 6.93g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40722SMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.965 55.14 ug/L 89221 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 86
2 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 64
3 Aluminum, tripropyl- 156 C9H21Al 000102-67-0 64
4 2-Butenal, (E)- 70 C4H60 000123-73-9 64
5 Cyclopropane 42 C3H6 000075-19-4 56

Abundance Scan 10 (1.965 min): VW022439.D\data.ms (-6) (-)

m/z 40.95 100.00%

41.0
5000
T
2.002.102.202.302.40
ol 802 1107 1448 1946 2374 m/z 39.00  71.02%
m/z--> 0 20 40 60 80 100120 140 160 180 200 220 240
Abundance #61: Propene
41.0
5000 T T T T T[T rirrTT
2.002.102.202.302.40
m/z 42.10 61.26%
15.0
O' ‘\\\\’H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H‘\\\\‘\
m/z--> 0 20 40 60 80 100120 140 160 180 200 220 240
Abundance #618: Furan, 2,5-dihydro-
39,0
A REARREEENE EanE R
70.0 2.002.102.202.302.40
5000 m/z 40.05 22.01%
1.0‘
0 wuﬂw“w‘muwHM‘HH‘HH‘HH‘HH_‘H_‘H_‘H_H‘_
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34007: Aluminum, tripropyl- A REEEEEESE R
29.0 2.002.102.202.302.40
m/z 38.00 17.41%
71.0
5000
113.0
156.0
[(NANENENS A6 | NN VSN RV S NS VY e ademntd S
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 2.002.102.202.302.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40722\
Data File : VW022439.D

Acqg On : 07 Apr 2022 18:08
Operator : SY/VA

Sample : N2293-04

Misc : 6.93g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40722SMA.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-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.946 1.26 ug/L 2041 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Bromo-2-chloropyridine-4-carba... 219 C6H3BrC1NO 1060802-23-4 25
2 3-Nitro-4-(1H-pyrazol-3-yl)-1,2,... 181 C5H3N503 1000445-04-8 17
3 Propane, 1-bromo-3-chloro- 156 C3H6BrCl 000109-70-6 9
4 Propane, 1-bromo-3-chloro- 156 C3H6BrCl 000109-70-6 9
5 Propyl mercaptan 76 C3HS8S 000107-03-9 9

Abundance Scan 335 (3.946 min): VW022439.D\data.ms (-331) (-) m/z 36.00 100.00%
36.0

76.2
229.2
5000 157.9
116.2
At A H
3.60 3.80 4.00 4.20
0 b e M e m/z 761200 83.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #97935: 5-Bromo-2-chloropyridine-4-carbaldehyde
50.0 221.0

5000
3.60 3.80 4.00 4.20

m/z 42.10 78.29%

O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #55989: 3-Nitro-4-(1H-pyrazol-3-yl)-1,2,5-oxadiazole
30.0
105.0
3.60 3.80 4.00 4.20
181.0 o
5000 m/z 49.90  72.00%
76.0
H | ‘ | 135.0
Omw‘m “hww1“‘H“wa‘uwm‘wm“HH“HHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33198: Propane, 1-bromo-3-chloro-
41.0 3.60 3.80 4.00 4.20
m/z 39.40 64.00%
5000
77.0
158.0
15.0 | M 107.0 H
0 M NN | N SN S PENAREH MO S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40722\
Data File : VW022439.D

Acqg On : 07 Apr 2022 18:08
Operator : SY/VA

Sample : N2293-04

Misc : 6.93g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40722SMA.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 3 unknown-02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.177 1.91 ug/L 3088 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1-tetrazolyl)- 162 C7HEN4O 064001-11-2 23
2 Furan-2-carbaldehyde, (N'-nitroa... 197 C6H7N503 005347-94-4 22
3 Phenol, 4-(4H-1,2,4-triazol-4-yl)- 161 C8H7N30 1000362-60-2 17
4 Propanedinitrile, propylidene- 106 C6HEN2 052833-34-8 12
5 Methyl N-chloroacetylcarbamate 151 C4H6CINO3 013558-70-8 10

Abundance Scan 865 (7.177 min): VW022439.D\data.ms (-861) (-) m/z 40.10 100.00%

40.1
76.9
5000
107.3
207.1 \‘\\\\‘\\\\‘\\\\‘\\\\’\
‘ | ‘ H‘ ‘ 6.80 7.00 7.20 7.40
0 W e e m/z 430100 75.10%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #38340: Phenol, 4-(1-tetrazolyl)-
52.0
79.0 134.0
5000 107.0
6.80 7.00 7.20 7.40
m/z 76.90 72.61%
| M‘ 162.0
O\\\\“\\ H\‘\\\‘\}‘\\\‘\‘\‘}\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #72769: Furan-2-carbaldehyde, (N'-nitroamidino)hydrazo
43.0 81.0
6.80 7.00 7.20 7.40
5000 ITI/Z 51.90 65.56%
109.0 1510 197.0
o b ul‘u 490 | amo |
miz--> 40 60 80 100 120 140 160 180 200
Abundance #37392: Phenol, 4-(4H-1,2,4-triazol-4-yl)-
52.0 6.80 7.00 7.20 7.40
m/z 95.90 54.36%
5000 790" 1070
161.0
134.0 ﬂﬁ
0 Hw“‘Nm}u“‘wm“um‘mwm ﬂwmh“
m/z--> 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40722\
Data File : VW022439.D

Acqg On : 07 Apr 2022 18:08
Operator : SY/VA

Sample : N2293-04

Misc : 6.93g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40722SMA.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-@3 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.945 1.77 ug/L 2872 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,6-Dihydro-4-methoxy-2H-pyran 114 C6H1002 017327-22-9 46
2 Methyl 4-(2,4-dinitrophenylhydra... 310 C12H14N406 1000223-63-9 40
3 2,6-Dimethyl-8-oxoocta-2,6-dieno... 196 C11H1603 1000195-67-9 32
4 3-Methyl-4-(propan-2-ylidene)-1,... 139 C7H9NO2 017975-59-6 25
5 4-Cyclopentene-1,3-diol, trans- 100 C5H802 000694-47-3 23

Abundance Scan 1155 (8.945 min): VW022439.D\data.ms (-1152) () m/z 44.10 100.00%
1

44.
78.2
5000 117.1 172'6206.7
241.3
R RRRARE T
‘ 8.60 8.80 9.00 9.20
0HH_“H‘HH‘HH‘HH‘HH_ m/z 43.30 94.55%
m/z--> 50 100 150 200 250 300
Abundance #8199: 5,6-Dihydro-4-methoxy-2H-pyran
114.0

e

43.4
5000
8.60 8.80 9.00 9.20
flo m/z 58.30 69.70%
O \m‘\‘h\‘”“\‘\\\‘\\\\‘\\\\‘\\\\‘\
50

miz--> 100 150 200 250 300
Abundance #210966: Methyl 4-(2,4-dinitrophenylhydrazono)valerate

55.0
8.60 8.80 9.00 9.20
5000 m/z 39.20 60.00%
99.0
165.0
s ps201850 2030 2750310,
50

m/z--> 100 150 200 250 300
Abundance #71244: 2,6-Dimethyl-8-oxoocta-2,6-dienoic acid, methyl

53.0 8.60 8.80 9.00 9.20
m/z 55.60 58.18%
5000
91.0
136.0
MWJMM‘%7§9“ SN
50 100

150 200 250 300 8.60 8.80 9.00 9.20

E

o

3

3

o

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40722\

Data File : VW@22439.D

Acqg On : 07 Apr 2022 18:08
Operator : SY/VA

Sample : N2293-04

Misc : 6.93g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40722SMA.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 5 unknown-04

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
9.000 1.73 ug/L 2797 1,4-Difluorobenzene 8.842
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Methyl-7-azabicyclo(2,2,1)hept... 109 C7H11N

1N

2 Oxirane, 3-butenyl- 98 C6H100
3 2-Methyl-3,4-epoxy-1-butene 84 C5H80
4 2-Methyl-2-vinyloxirane 84 C5H80
5 1,2-Dimethyl cyclopropene 68 C5H8

Abundance Scan 1164 (9 000 min): VW022439.D\data.ms (-1160) (-)

40.9
5000 69.0
LT
— H_WH_WH""""‘WWW_W
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #6343: N-Methyl-7-azabicyclo(2,2,1)hept-2-ene
39.0
5000 55.0 80.0
R
\‘HH‘HH H\‘\\H‘H\\‘\H\‘H\\‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #3592: Oxirane, 3-butenyl-
41.0 67.0
5000
830
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #1627: 2-Methyl-3,4-epoxy-1-butene
39.0
5000 530
83.0
0“HMp‘ﬁ_H‘“m\‘HwH‘wﬂu‘uuw‘uwu‘wuw‘uwu‘wu
m/z--> 20 30 40 50 60 70 80 90 100110120130140150

SFAMWLMO40722SMA.M Mon Apr 11 05:18:09 2022

055590-26-6 35
010353-53-4 25
1000432-31-7 16
001838-94-4 12
014309-32-1 12

m/z 40.90 100.00%

%

8.60 8.80 9.00 9.20 9.40
m/z 43.80 69.88%

£

8.60 8.80 9.00 9.20 9.40
m/z 39.05 68.40%

§

8.60 8.80 9.00 9.20 9.40
m/z 42.00 46.67%

L

8.60 8.80 9.00 9.20 9.40
m/z 69.00 40.99%

-

8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40722\
Data File : VW022439.D

Acqg On : 07 Apr 2022 18:08
Operator : SY/VA

Sample : N2293-04

Misc : 6.93g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40722SMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
9.957 4,98 ug/L 8060 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methoxy-3-methyl-2-butene 100 C6H120 022093-99-8 38
2 E-4-Methoxy-2-pentene 100 C6H120 1000279-60-2 38
3 2-Butyl-1,2-oxaborolane 126 C7H15BO 005357-13-1 35
4 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 30
5 8-Methyl-hexahydro-pyrano[3,2-b]... 170 C9H1403 1000190-63-9 27

Abundance Scan 1321 (9.957 min): VW022439.D\data.ms (-1317)(-) m/z 85.00 100.00%

85.0
41.0
5000
TR .
3 I “112.4 1701 071 10.00
0 AT w/z 40.95  63.26%
miz--> 40 60 80 100 120 140 160 180 200
Abundance #4409: 1-Methoxy-3-methyl-2-butene
85.0

41.0 10.00
m/z 42.90 62.65%
|

TTT ‘i H\‘ T 65\b T ‘ ‘\ TTT “‘ T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ TT 1T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #4337: E-4-Methoxy-2-pentene
it

10.00

5000 m/z 54.90 36.89%
41.0

IR @@L |

miz--> 40 60 80 100 120 140 160 180 200
Abundance #12905: 2-Butyl-1,2-oxaborolane
43.0 8.0 10.00
m/z 42.00 35.06%

) M
ot ) 1250 o] |

m/z--> 40 60 80 100 120 140 160 180 200 10.00

o

o

e
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40722\
Data File : VW022439.D

Acqg On : 07 Apr 2022 18:08
Operator : SY/VA

Sample : N2293-04

Misc : 6.93g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40722SMA.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 8 unknown-06 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.213 1.67 ug/L 1549 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Chloro-5-(1H-1,2,3,4-tetrazol-... 212 C7H5C1N402 1000409-86-2 16
2 2-Nitrobenzenesulfonyl fluoride 205 C6H4FNO4S 000433-98-7 9

3 4-Chloro-1-butanol 108 C4H9Cl10 000928-51-8 9

4 5-Cyclopropyl-2H-1,2,3,4-tetrazole 110 C4H6N4 027943-07-3 9

5 8-(1,2,3,4,5-Pentahydroxypentyl)... 285 C1@H15N505 1000214-65-7 9

Abundance Scan 1855 (13.213 min): VW022439.D\data.ms (-1853) (- m/z 35.85 100.00%

35.9
5000 72.8
126.9 1727 2052
e o
‘ ‘ 13.00 13.50
0 bt e m/z 40.00 69.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90382: 3-Chloro-5-(1H-1,2,3,4-tetrazol-5-yl)benzene-1,2
53.0
93.0 184.0
5000 — -
13.00 13.50
m/z 44.00 62.04%
49.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81659: 2-Nitrobenzenesulfonyl fluoride
30.0
P o
92.0 205.0 13.00 13.50
5000 64.0 ' m/z 50.30  56.94%
oL 12201470 1150 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5947: 4-Chloro-1-butanol
42.0 13.00 13.50
m/z 42.60 53.24%
5000 71.0
NI YT M RIRTIN i1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50

SFAMWLM@40722SMA.M Mon Apr 11 05:18:11 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40722\
Data File : VW022439.D

Acqg On : 07 Apr 2022 18:08
Operator : SY/VA

Sample : N2293-04

Misc : 6.93g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40722SMA.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-07 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.408 2.08 ug/L 1935 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-(.alpha.-Methyl-4-nitrobenzyli... 299 C15H13N304 1000223-36-2 25
2 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 10
3 1-Heptanamine 115 C7H17N 000111-68-2 9
4 N-[2-(Hydroxyimino)heptylidene]h... 158 C7H14N202 098428-44-5 9

5 3-(Anilinomethyl)-5-(2-methoxyph... 313 C16H15N302S 329081-06-3 9

Abundance Scan 1887 (13.408 min): VW022439.D\data.ms (-1884) (- m/z 206.80 100.00%
.8

38.8 206
103.9
5000 711 154.4
0 A B e e B B S m/z 38.80 94.92%
m/z--> 0 50 100 150 200 250 300
Abundance #197908: N-(.alpha.-Methyl-4-nitrobenzylidene)-O-(pheny
37.0 91.0
5000 i3%d
180.0 :
m/z 50.10 81.92%
133.0
0 T = M‘ ‘hm“\ 1 \‘”\ ‘i \“\ ‘\‘ L B s B \2\9?.'
m/z--> 0 50 100 150 200 250 300
Abundance #618: Furan, 2,5-dihydro-
39.0
13.50
5000 ITI/Z 43.00 79.66%
020\\” \“u m‘ 72.0
=l 77
m/z--> 0 50 100 150 200 250 300 /M
Abundance #8911: 1-Heptanamine e L
30.0 13.50
m/z 44.05 77.40%
5000
ol hyp 80 —
m/z--> 0 50 100 150 200 250 300 13.50

SFAMWLM@40722SMA.M Mon Apr 11 05:18:12 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40722\
Data File : VW022439.D

Acqg On : 07 Apr 2022 18:08
Operator : SY/VA

Sample : N2293-04

Misc : 6.93g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40722SMA.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-08 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.725 2.33 ug/L 2172 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanecarboxylic acid, 2-m... 112 C6H802 088787-23-9 14
2 3(2H)-Pyridazinone, 6-methyl- 110 C5H6N20 013327-27-0 10
3 3-Formylhept-3-enedinitrile 148 C8H8N20 1000192-13-5 10
4 Methyl 4-pentynoate 112 C6H802 021565-82-2 9

5 4-Bromophenyl 4-dimethylaminosty... 329 C17H16BrNO 1000222-79-8 9

Abundance Scan 1939 (13.725 min): VW022439.D\data.ms (-1937) - m/z 38.00 100.00%
38.0

75.5
108.6
5000 207.0
A
13.50 14.00
0 b ‘ H“_“‘_“‘_“‘_“w“‘w““ m/z 37.70  95.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7284: Cyclopropanecarboxylic acid, 2-methylene-, meth
53.0
81.0
5000 SIIBEEN UL AN
112.0 13.50 14.00
‘ ‘ m/z 75.50 83.33%
O\‘\\\\ \‘\\\\“H\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6452 3(2H)-Pyridazinone, 6-methyl-
13.50 14.00
5000 m/z 53.60  72.92%
110.0
o bl e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26805: 3-Formylhept-3-enedinitrile
53.0 13.50 14.00
m/z 69.70 68.06%
80.0
5000 108.0
27.0
| NG
0l R
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAMWLM@40722SMA.M Mon Apr 11 05:18:13 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40722\
Data File : VW022439.D

Acqg On : 07 Apr 2022 18:08
Operator : SY/VA

Sample : N2293-04

Misc : 6.93g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40722SMA.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 11 unknown-09 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14.255 1.50 ug/L 1399 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(4H-1,2,4-triazol-4-yl)- 161 C8H7N30 1000362-60-2 12
2 Benzene, 1-methoxy-4-methyl-2-[[... 316 C15H16N404 1000327-64-6 12
3 Phenol, 2-(4H-1,2,4-triazol-4-yl)- 161 C8H7N30 1000362-60-1 10
4 2-Methyl-4H,6H-thieno[3,4-c]pyra... 155 C6HIN3S 1000388-53-4 9
5 [1,2,3,4]Tetrazolo[1,5-a]pyridin... 134 C6H6N4 1010338-32-8 9

Abundance Scan 2026 (14 255 min): VW022439.D\data.ms (-2023) (- m/z 50.30 100.00%

50. 14.9
5000 161.3 2285 2825
14.00 14.50
| AL N8R S O N N I m/z 114.90  92.21%

0
miz-> 100 150 200 250 300
Abundance #37392. Phenol, 4-(4H-1,2,4-triazol-4-yl)-
54.0
5000 107.0 AW\” M b
161.0 14.00 14.50
m/z 41.00 74.68%

O ‘ H 1 \“ T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T
miz—-> 50 100 150 200 250 300
Abundance #219182: Benzene, 1-methoxy-4-methyl-2-[[[2-(4-nitrophe

30.0
A
o 14.00 14.50
5000 m/z 71.70  68.18%
149.0
o bl ded [ e
m/z--> 50 100 150 200 250 300
Abundance #37393: Phenol, 2-(4H-1,2,4-triazol-4-yl)-
52.0 133.0 14.00 14.50
m/z 58.20  66.23%
5000
91.0 M
0 “W““‘,‘u”_‘”_‘”_‘
m/z--> 50 100 150 200 250 300 14.00 14.50

SFAMWLMO40722SMA.M Mon Apr 11 05:18:14 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40722\
Data File : VW022439.D

Acqg On : 07 Apr 2022 18:08
Operator : SY/VA

Sample : N2293-04

Misc : 6.93g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40722SMA.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 12 Benzene, 1-bromo-4-chloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.469 11.97 ug/L 11135 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 80
2 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 80
3 Benzene, 1l-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 72
4 4-Chlorophenylselenol 192 C6H5C1Se 016645-10-6 64
5 Benzene, 1-chloro-4-(methylsulfo... 190 C7H7C102S 000098-57-7 53

Abundance Scan 2061 (14.469 min): VW022439.D\data.ms (-2056) (( m/z 111.00 100.00%
111.0

189.9
75.0
5000 50.0
L : “mymym/
| H 148.3 228.C 14.50
0 el b m/z 189.90  84.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65032: Benzene, 1-bromo-4-chloro-
111.0 192.0
75.0
5000 T [ T \(J\ T
50.0 14.50
m/z 191.80 74.77%
O\‘\\\iH‘\\H\‘\i‘”\\M‘”“N\\w“r\“\‘\‘Hu‘\lwsw§;(\)\u‘u T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65036: Benzene, 1-bromo-4-chloro-
192.0
L
111.0 14.50
5000 ITI/Z 75.00 52.07%
75.0
50.0
0280, b d b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 % N\
Abundance #65031: Benzene, 1-bromo-4-chloro- L A‘ ‘ M 1 A‘M(‘\
111.0 192.0 14.50
m/z 74.10 47.81%
5000
75.0
50.0
o%?’:?’“h‘u‘w‘A‘x‘;uw_N\“_MES‘?;QWH SR | MH h | MMA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50

SFAMWLMO40722SMA.M Mon Apr 11 05:18:14 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40722\
Data File : VW022439.D

Acqg On : 07 Apr 2022 18:08
Operator : SY/VA

Sample : N2293-04

Misc : 6.93g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40722SMA.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 13 unknown-10 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14615 131 ug/l 1222 1,4-Dichlorobenzene-d4  13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual

»4(1H,3H)-Pyrimidinedione, 6-ch... 191 C4H2CIN304 006630-30-4 10
-p-Nitrophenyl-oxadiazol-1,3,4-... 207 C8H5N304 1000147-64-6 9
5-Ethanoquinolin-10-one, decah... 207 C13H21NO 021041-42-9 9
Methyl-1-adamantaneacetamide 207 C13H21NO 031897-93-5 9
ycloserine 102 C3H6N202 000068-41-7 9

uih wNnPE
NZ2WNN
1.

Abundance Scan 2085 (14.615 min): VW022439.D\data.ms (- 2082) (- m/z 207.00 100.00%

44.2 20¢.
5000
149.7
—— —r
| ]
Ot il e m/z 44.20 83.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65848: 2,4(1H,3H)-Pyrimidinedione, 6-chloro-5-nitro-
30.0
70.0
5000 i L
14.50 15.00
m/z 41.80 47.62%
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84181: 2-p-Nitrophenyl-oxadiazol-1,3,4-one-5
207.0
163.0
500 76.0 14.50 15.000
5000 104.0 133.0 m/z 38.90  45.45%
Oy ,H‘l“u‘m“;”wH‘w!mm”_!”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83982: 3,5-Ethanoquinolin-10-one, decahydro-1,7-dimet o i
164.0 207.0 14.50 15.00
m/z 90.50 44.59%
96.0
5000
44.0
70.0
ooz, L L]
o‘_‘\“H,HJ‘J‘Nm‘,“:w‘u!”mm"uu‘mm‘_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40722\
Data File : VW022439.D

Acqg On : 07 Apr 2022 18:08
Operator : SY/VA

Sample : N2293-04

Misc : 6.93g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40722SMA.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 14 unknown-11 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.737 4.18 ug/L 3891 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 [1,2,5]-Oxadiazolo[3,4-b]pyrazin...

190 C4C12N40

153493-48-2 35

2 1-Silacyclo-2,4-hexadiene 96 C5H8Si 052023-17-3 16
3 Methylselenol 96 CH4Se 006486-05-1 9
4 1-Silacyclo-2,4-hexadiene 96 C5H8Si 052023-17-3 9

5 Benzene, 1-bromo-4-chloro-

190 C6H4BrCl

Abundance Scan 2105 (14.737 min): VW022439.D\data.ms (-2102) (-

000106-39-8 9

m/z 40.10 100.00%

40.1
192.0
5000 73.0 96.4
134.8
— o
AL L L
o, ‘mw e el m/z 192,00 57.48%
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 T L R
14.50 15.00
3. 108.0 190.0 m/Z 37.70 52.36%
O\\\‘\‘\\\\‘\\\‘\‘\‘\\\‘\!‘\\‘\\\\’\\]\-\6‘0\0\\\‘\\‘!\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3129: 1-Silacyclo-2,4-hexadiene
Tkl
L
14.50 15.00
5000 68.0 m/z 36.35 50.39%
OM S S U
m/z—-> 20 40 60 80 100 120 140 160 180 200
Abundance #3294: Methylselenol T ﬂ —
96.0 14.50 15.00
m/z 46.80 46.46%
5000
44.0
0 H\\“M\\‘H\1wm T

miz—> 20 40 60 80 100 120 140

160 180 200
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40722\
Data File : VW022439.D

Acqg On : 07 Apr 2022 18:08
Operator : SY/VA

Sample : N2293-04

Misc : 6.93g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40722SMA.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 15 unknown-12 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.877 1.72 ug/L 1603 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-(3,7-Dimethylocta-2,6-dienyl)-... 268 C15H2402S 1000305-61-4 10
2 1,2-Butadiene, 3-methyl- 68 C5H8 000598-25-4 9

3 2,3-Pentadiene 68 C5H8 000591-96-8 9

4 1,2-Pentadiene 68 C5HS8 000591-95-7 9

5 1,4-Pentadiene 68 C5H8 000591-93-5 9

Abundance Scan 2128 (14.877 min): VW022439.D\data.ms (-2127) (- m/z 207.10 100.00%
207.1

44.0
5000
100.5 |’ 237.2
— ——
‘ 14.50 15.00
ob—— M bl m/z 44.85 64.17%
m/z--> 0 50 100 150 200 250
Abundance #157953: 5-(3,7-Dimethylocta-2,6-dienyl)-4-methyl-2,3-dil
68.0
5000 — ——
14.50 15.00
3 m/z 43.10 60.43%
O \‘MMM?%‘% ]‘-\3‘%0 1720 2250 267C
‘ T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T
m/z--> 0 50 100 150 200 250
Abundance #533: 1,2-Butadiene, 3-methyl-
68.0
14.50 15.00
5000 27.0 m/Z 68.25 54.01%
[ E—— T
m/z--> 0 50 100 150 200 250
Abundance #509: 2,3-Pentadiene
68.0 14.50 15.00
m/z 36.80 49.20%
5000/ 270
ol
m/z--> 0 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40722\
Data File : VW022439.D

Acqg On : 07 Apr 2022 18:08
Operator : SY/VA

Sample : N2293-04

Misc : 6.93g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40722SMA.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 16 unknown-13 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

16.432 1.26 ug/L 1171 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluorene-2-carboxylic acid, 9... 281 C17H15NO3 1000316-02-1 9
2 Formic acid, 1-(4,7-dihydro-2-me... 207 C9H9N303 1010267-28-6 7
3 6-Nitro-8-methoxy-2H-chromene 207 C1OH9NO4 062063-07-4 5

4 2-Chloro-8-methoxy-3-methylquino... 207 C11H10C1NO 132118-31-1 5

5 9-Borabicyclo[3.3.1]nonane, 9-[3... 207 C13H26BN 1000160-35-2 5

Abundance Scan 2383 (16.432 min): VW022439.D\data.ms (-2382) (  m/z 207.20 100.00%
207.2

i

5000{ 400
83.3 SRS
‘ ‘ ‘ ‘ y 172.6 2811 16.2016.4016.60
o I m/z 40.00  41.03%
m/z--> 40 60 80 100120140160 180200 220240260280
Abundance #174659: 9H-Fluorene-2-carboxylic acid, 9-oxo-, (2-hydrc
207.0
5000 1510 LN L L B BB B
16.2016.4016.60
42.0 179.0 m/z 42.00  26.21%
O \“‘1‘\‘\‘\" \7\‘\5“1“0\\ T \%\1\:\[\.’0\‘\ T \‘1 RRRR i T !‘\ T ﬁ\s\?\(‘)‘\ ﬁ\s’lu(f
m/z--> 40 60 80 100120140160 180200220240260280
Abundance #84274: Formic acid, 1-(4,7-dihydro-2-methyl-7-oxopyraz
207.0
147.0
16.2016.4016.60
5000 175.0 m/z 54.80 24.14%
91.0 '
53.0
hh\ \H i I 11?0 ‘\
O el b bbb e b b
m/z--> 40 60 80 100120140160 180200220240260280
Abundance #83476: 6-Nitro-8-methoxy-2H-chromene

207.0 16.2016.4016.60
m/z 49.30 23.79%

5000

89.0

160.0
39.0 118.0

0 | | \Mm m‘u HM \‘ I ‘ Iy

m/z--> 40 60 80 100120140160 180200 220 240 260 280 16.2016.4016.60

=
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40722\
Data File : VW©22439.D

Acqg On : 07 Apr 2022 18:08

Operator : SY/VA

Sample : N2293-04

Misc : 6.93g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA.M
Quant Title : SFAM@1l.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|
(DEL) Alkane: S... 1.965 55.1 ug/L 89221 1 8.842 40452 25.0
unknown-01 3.946 1.3 ug/L 2041 1 8.842 40452 25.0
unknown-02 7.177 1.9 ug/L 3088 1 8.842 40452 25.0
unknown-03 8.945 1.8 ug/L 2872 1 8.842 40452 25.0
unknown-04 9.000 1.7 ug/L 2797 1 8.842 40452 25.0
unknown-05 9.957 5.0 ug/L 8060 1 8.842 40452 25.0
unknown-06 13.213 1.7 ug/L 1549 3 13.554 23257 25.0
unknown-07 13.408 2.1 ug/L 1935 3 13.554 23257 25.0
unknown-08 13.725 2.3 ug/L 2172 3 13.554 23257 25.0
unknown-09 14.255 1.5 ug/L 1399 3 13.554 23257 25.0
Benzene, 1-brom... 14.469 12.0 ug/L 11135 3 13.554 23257 25.0
unknown-10 14.615 1.3 ug/L 1222 3 13.554 23257 25.0
unknown-11 14.737 4.2 ug/L 3891 3 13.554 23257 25.0
unknown-12 14.877 1.7 ug/L 1603 3 13.554 23257 25.0
unknown-13 16.432 1.3 ug/L 1171 3 13.554 23257 25.0
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