LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82523\
Data File : VW@26917.D

Acqg On : 26 Aug 2023 01:03
Operator : SY/MD

Sample : 04175-05

Misc : 5.76g/10mL/MSVOA_W/SOIL

ALS Vvial : 38 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: VWO26917.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.113 35 37 38 rBV2 1656 1353 2.65% ©0.326%
2 2.241 52 58 60 rBVe6 6341 14900 29.15% 3.590%
3 2.527 103 105 107 rBV3 2314 2234 4.37% 0©.538%
4 2.649 123 125 127 rBV3 1863 1680 3.29% 0.405%
5 2.887 161 164 165 rBvV3 2748 3885 7.60% 0.936%
6 3.881 324 327 330 rBV5 2603 3820 7.47% 0.920%
7 3.960 338 340 343 rBv4 1995 1932 3.78% 0.465%
8 4.119 364 366 369 rVB4 2085 1780 3.48% 0.429%
9 4,558 435 438 440 rBv4 1767 2036 3.98% 0.491%
10 4.783 472 475 479 rBV6 1654 2709 5.30% 0.653%
11 4.984 506 508 510 rBV3 1633 1547 3.03% 0.373%
12 5.124 527 531 533 rBV5 2027 2516 4.92% 0.606%
13 5.185 536 541 542 rBV5S 1859 2595 5.08% 0.625%
14 5.265 552 554 555 rBV2 2023 1620 3.17% ©.390%
15 5.411 574 578 581 rVB6 2094 3334 6.52% 0.803%
16 5.478 587 589 593 rBV5 1728 2407 4.71% 0©.580%
17 5.515 593 595 598 rVW4 1353 1378 2.70% ©.332%
18 5.606 608 610 611 rBv2 1831 1244  2.43% 0.300%
19 5.691 622 624 627 rBV4 1350 1620 3.17% 0.390%
20 5.856 648 651 653 rBv4 2012 1849 3.62% 0.445%
21 6.082 686 688 691 rBv4 1755 1994 3.90% 0.480%
22 6.283 718 721 722 rBV3 1530 1779 3.48% 0.429%
23 6.332 727 729 731 rVW3 1693 1841 3.60% 0.444%
24  6.490 753 755 757 rBV3 1246 1364 2.67% ©.329%
25 6.716 789 792 794 rBV4 1585 1963 3.84% 0.473%
26 6.862 814 816 818 rBV3 1212 1253  2.45% 0.302%
27 6.929 825 827 830 rVB4 1478 1716 3.36% 0.413%
28 7.069 847 850 851 rBV3 1944 1806 3.53% 0.435%
29 7.197 869 871 874 rVB4 1819 1687 3.30% 0.406%
30 7.228 874 876 879 rBvV3 1301 1687 3.30% 0.406%
31 7.496 919 920 922 rBvV2 1854 1618 3.17% ©.390%
32 7.575 928 933 934 rBV5 2071 1752 3.43% 0.422%
33 7.648 937 945 952 rBV4 8855 28784 56.31% 6.934%
34 7.746 959 961 964 rvw4 1323 1569 3.07% ©.378%
35 7.891 968 970 972 rBvV3 1860 1407 2.75% ©0.339%
36 7.844 972 977 980 rBv7 1911 3509 6.86% 0.845%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82523\
Data File : VW@26917.D

Acqg On : 26 Aug 2023 01:03
Operator : SY/MD

Sample : 04175-05

Misc : 5.76g/10mL/MSVOA_W/SOIL

ALS Vvial : 38 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 7.959 993 996 1000 rVB6 1256 1823 3.57% 0.439%
38 8.039 1006 1009 1010 rBvV3 2013 1884 3.69% 0.454%
39 8.081 1013 1016 1018 rBV4 1559 2210 4.32% 0.532%
40 8.154 1024 1028 1032 rBV7 2334 3781 7.40% 0.911%
41  8.197 1032 1035 1036 rBvV3 1484 1839 3.60% 0.443%
42 8.276 1041 1048 1060 rvv2 14697 51117 100.00% 12.315%
43  8.508 1083 1086 1087 rBV3 1422 1861 3.64% 0.448%
44  8.593 1098 1100 1102 rBV3 1549 1804 3.53% 0.435%
45  8.697 1114 1117 1121 rBV6 1308 2408 4.71% 0©.580%
46 8.764 1126 1128 1131 rBV4 1399 1488 2.91% 0.358%
47  8.843 1137 1141 1150 rVB 12803 25009 48.93% 6.025%
48 9.020 1168 1170 1174 rVB5 2133 2691 5.26% ©.648%
49 9.057 1174 1176 1177 rBV2 1608 1523 2.98% 0.367%
50 9.130 1186 1188 1189 rVB2 2225 1312 2.57% 0.316%
51 9.234 1202 1205 1206 rBvV3 1484 1643 3.21% ©.396%
52 9.276 1206 1212 1216 rBV4 11049 22032 43.10% 5.308%
53 9.490 1244 1247 1249 rBV4 1211 1868 3.65% 0.450%
54 9.648 1270 1273 1275 rBV4 1470 2128 4.16% ©.513%
55 9.666 1275 1276 1279 rVB3 1826 1241 2.43% 0.299%
56 9.800 1297 1298 1300 rBV3 1530 1324 2.59% 0.319%
57 9.989 1326 1329 1330 rvVvB3 1198 1189 2.33% 0.286%
58 10.038 1332 1337 1339 rvv4 3757 5624 11.00%  1.355%
59 10.105 1347 1348 1350 rBv2 2274 1475 2.89% 0.355%
60 10.148 1353 1355 1358 rBV4 1533 1651 3.23% 0©.398%
61 10.197 1362 1363 1367 rVB4 1799 1608 3.15% ©.387%
62 10.233 1367 1369 1373 rVBS5 2129 3050 5.97% 0.735%
63 10.270 1373 1375 1376 rBV2 1656 1405 2.75% ©.338%
64 10.325 1379 1384 1391 rVB2 13987 23785 46.53% 5.730%
65 10.672 1436 1441 1442 rBVS 1167 1690 3.31% 0.407%
66 10.752 1453 1454 1459 rVB5 1108 1171 2.29% 0.282%
67 10.800 1459 1462 1465 rVB4 1613 2130 4.17% ©.513%
68 10.995 1492 1494 1496 rVB3 1692 1311  2.56% 0.316%
69 11.026 1496 1499 1500 rBV3 1443 1311 2.56% 0.316%
70 11.148 1517 1519 1521 rVV3 1411 1233 2.41% 0.297%
71 11.172 1521 1523 1526 rVB4 2007 1689 3.30% 0.407%
72 11.325 1545 1548 1550 rVB4 2359 1863 3.64% 0.449%
73 11.355 1552 1553 1557 rBV4 1914 2352 4.60% 0©.567%
74 11.453 1568 1569 1572 rBV3 1314 1162 2.27% 0.280%
75 11.629 1592 1598 1605 rBV 14253 25711 50.30% 6.194%
76 11.709 1609 1611 1614 rBV4 1748 2012 3.94% 0.485%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82523\
Data File : VWO26917.D

Acqg On : 26 Aug 2023 01:03
Operator : SY/MD

Sample : 04175-05

Misc : 5.76g/10mL/MSVOA_W/SOIL

ALS Vvial : 38 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 11.818 1627 1629 1631 rBV3 1029 1169 2.29% 0.282%
78 11.965 1650 1653 1654 rBV3 1776 1525 2.98% 0.367%
79 12.068 1666 1670 1673 rBVe6 2101 3395 6.64% 0.818%
80 12.135 1680 1681 1683 rBV2 1637 1455 2.85% ©.351%
81 12.233 1695 1697 1699 rVB3 2122 1520 2.97% 0.366%
82 12.434 1727 1730 1731 rBV3 1457 1301 2.55% 0.313%
83 12.538 1744 1747 1748 rVB3 1924 1369 2.68% 0.330%
84 12.562 1748 1751 1753 rBvV4 1972 2429 4.75% ©.585%
85 12.599 1755 1757 1759 rVvv3 3438 3052 5.97% ©.735%
86 12.696 1768 1773 1779 rVB6 6199 12627 24.70% 3.042%
87 12.867 1798 1801 1802 rBV3 1859 17060 3.33% 0.410%
88 12.989 1819 1821 1823 rVB3 2097 1207 2.36% ©.291%
89 13.556 1909 1914 1919 rBV3 8798 16905 33.07% 4.073%
99 13.672 1932 1933 1938 rBV5 2176 3653 7.15% 0.880%
91 13.849 1957 1962 1971 rBVS 8663 17741 34.71% 4.274%
92 14.025 1987 1991 1995 rBV7 1703 3594 7.03% 0.866%
93 14.056 1995 1996 2000 rVB4 1944 1493 2.92% 0.360%
94 14.178 2014 2016 2019 rVB4 1709 1653 3.23% ©0.398%
95 14.623 2087 2089 2091 rBV3 1670 1186 2.32% 0.286%
96 14.812 2119 2120 2122 rBV2 2351 1755 3.43% 0.423%
97 14.909 2134 2136 2137 rBV2 2217 1423 2.78% ©0.343%
98 15.501 2231 2233 2237 rBVS 1872 3287 6.43% 0.792%
99 16.458 2388 2390 2392 rBV3 2142 1367 2.67% 0.329%
100 16.555 2404 2406 2409 rVB4 1881 1704 3.33% 0.411%
Sum of corrected areas: 415086
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82523\
Data File : VW@26917.D

Acqg On : 26 Aug 2023 01:03
Operator : SY/MD

Sample : 04175-05

Misc : 5.76g/10mL/MSVOA_W/SOIL

ALS vial : 38 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
Abundance TIC: VW026917.D\data.ms
20000
2.24
15000
2.887
P.527
10000 Wiy JB- 0189 3.8864.119 4 .5 856
LA ‘ ] ‘ i) 4.558 4 7g3f! ‘ : 486D 6826(2 83% 490 6.716.¢
1 i Dag ey ikt
5000
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
Abundance TIC: VW026917.D\data.ms
8.27 8.843 10.325 11.629
20000 9.276
7.648
15000
10. 038
10000{  7.089, , i -
929 (i ‘ 7,498/ 756 ,:.:%é':i‘w' 9 55 ' B89 o ‘,' @3 ﬁ 3 “. 72890094 @1 B5353 -09
VR T i I it el A A AT
5000
ob—— —— — — —— —— —— —— —— —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VW026917.D\data.ms
20000
13.556 13.849
15000
12.696
12. 59 . 16.4
10000, 12.989 3677 | | [HABE178 14.6284. 82309 15.5Q1 655
682233 5 .m,...f.‘ 12. 867 : l ‘ I ‘ l 1 k
y; il | T by i
5000
0 T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 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\VW@82523\
Data File : VWO26917.D

Acqg On : 26 Aug 2023 01:03
Operator : SY/MD

Sample : 04175-05

Misc : 5.76g/10mL/MSVOA_W/SOIL

ALS vial : 38 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.
2.241  14.89 ug/L 14900 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Cyclopentyl-1-propyne 108 C8H12 116279-08-4 35
2 Benzene, 1-azido-4-methyl- 133 C7H7N3 002101-86-2 22
3 4-TIodo-1,3-dimethylpyrazole 222 C5H7IN2 006647-97-8 17
4 Quinoline, 2-methyl-4-[5-(2-meth... 291 C17H13N302 1000337-11-3 16
5 Biphenyl, 4-(furfurylidenamino)-... 292 C17H12N203 1000259-33-4 12

Abundance  Scan 58 (2.241 min): VW026917.D\data.ms (-52) (-) m/z 44.05 100.00%

44.0
112.6
80.1
5000 155.8 221.2
281.6
R R EmmE
2.00 2.20 2.40 2.60
0" m/z 47.30 90.32%
miz--> 50 100 150 200 250
Abundance #6133: 3-Cyclopentyl-1-propyne
41.0
5000 LI L L B LA
9.0 2.00 2.20 2.40 2.60
m/z 51.90 86.29%
o 1““”\““\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #16844: Benzene, 1-azido-4-methyl-
105.0
o e
2.00 2.20 2.40 2.60
5000 m/z 51.60 79.44%
52.0
0 )
miz-> 50 100 150 200 250 W\A
Abundance #102246: 4-lodo-1,3-dimethylpyrazole B B
222.0 2.00 2.20 2.40 2.60
m/z 38.30 77.82%
5000{15.0
10 55 127.0
o M
0 N A
m/z--> 50 100 150 200 250 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@82523\
Data File : VWO26917.D

Acqg On : 26 Aug 2023 01:03
Operator : SY/MD

Sample : 04175-05

Misc : 5.76g/10mL/MSVOA_W/SOIL

ALS vial : 38 Sample Multiplier: 1

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

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 unknown-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.881 3.82 ug/L 3820 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,4-Triazin-5(2H)-one, 3,4-dih... 219 C1OH9N30S 1000319-59-8 35
2 Phenol, 5-methoxy-2-(methoxymeth... 168 C9H1203 062849-09-6 32
3 2-Penten-4-yne, 2-methyl- 80 C6H8 001595-53-5 32
4 3-Butenenitrile, 2-methyl- 81 C5H7N 016529-56-9 27
5 2-(2-Hydroxyphenoxy)-1-phenyleth... 230 C14H1403 328104-89-8 16

Abundance Scan 327 (3.881 min): VW026917.D\data.ms (-324) (-) m/z 40.80 100.00%

40.8 79.9
136.4
181.8
5000 218.7
iltoas 284.¢
R R REREE S
I 3.60 3.80 4.00 4.20
0 m/z 79.90 97.01%
m/z--> 40 60 80 100120140160 180200220240260280
Abundance #97346: 1,2,4-Triazin-5(2H)-one, 3,4-dihydro-6-(phenylm
91.0 219.0
5000
3.60 3.80 4.00 4.20
51.0 m/z 59.00 85.63%
L g E
O "HW\‘””\ M‘\ \h\“ T \“i T ‘th\‘\ \" T \h T Horr ‘:\LZ\5‘9\ TTTTTT “\ ARSRARRNRRRRRRER
m/z--> 40 60 80 100120140160180200220240260280
Abundance #44185: Phenol, 5-methoxy-2-(methoxymethyl)-
136.0
108.0 1680 3.60 3.80 4.00 4.20
5000 ’ m/z 136.40  81.44%
ow,mwH_m‘H‘H,H‘_“HWH_m‘w,w_www
m/z--> 40 60 80 100120140160180200220240260280
Abundance #1245: 2-Penten-4-yne, 2-methyl-
39.0 3.60 3.80 4.00 4.20
80.0 m/z 35.10 74.25%
5000
] T —— WMMMMMM
m/z--> 40 60 80 100120140160 180200220240260280 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@82523\
Data File : VWO26917.D

Acqg On : 26 Aug 2023 01:03
Operator : SY/MD

Sample : 04175-05

Misc : 5.76g/10mL/MSVOA_W/SOIL

ALS vial : 38 Sample Multiplier: 1

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

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 unknown-03 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.411 3.33 ug/L 3334 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofurazan, 4,5,6,7-tetrahydro... 169 C6H7N303 1000262-66-9 23
2 3-Chloro-5-(1H-1,2,3,4-tetrazol-... 212 C7H5C1N402 1000409-86-2 22
3 [1,2,3,4]Tetrazolo[1,5-a]pyridin... 164 C6H4AN402 1000362-60-7 14
4 Benzoic acid, 2,5-dichloro-3,6-d... 264 C10H10C1204 062059-39-6 10

5 1-(4-Amino-furazan-3-yl)-5-methy... 250 C9H10ON603 1000300-81-0 10

Abundance Scan 578 (5.411 min): VW026917.D\data.ms (-574) (-) m/z 39.95 100.00%

40.0
87.0
5000
119.2
147.3 196.7 250.1 279.¢
R RRREEEEERE
5.00 5.20 5.40 5.60 5.80
0 m/z 36.10 97.76%
m/z--> 40 60 80 100120140160 180 200220240260 280
Abundance  #44609: Benzofurazan, 4,5,6,7-tetrahydro-4-nitro-
39.0
5000 I L L B
5.00 5.20 5.40 5.60 5.80
82.0 m/z 46.40  73.09%
123.0
m/z--> 40 60 80 100120140 160180 200220240260 280
Abundance #90382: 3-Chloro-5-(1H-1,2,3,4-tetrazol-5-yl)benzene-1,2
53.0
clp el
93.0 184.0 5.00 5.20 5.40 5.60 5.80
5000 m/z 38.20 57.85%
212.0
2009490
0
m/z--> 40 60 80 100120140 160180 200220240260 280
Abundance #40061: [1,2,3,4]Tetrazolo[1,5-a]pyridine-6-carboxylic aci R RS REE S
53.0 136.0 5.00 5.20 5.40 5.60 5.80
m/z 53.10 56.05%
5000
80.0 164.0
ed
0 e —
m/z--> 40 60 80 100120140 160180 200220240260 280 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@82523\
Data File : VWO26917.D

Acqg On : 26 Aug 2023 01:03
Operator : SY/MD

Sample : 04175-05

Misc : 5.76g/10mL/MSVOA_W/SOIL

ALS vial : 38 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-04 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.843 3.51 ug/L 3509 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Chloro-2-sulfolene 152 C4H5C102S 042925-42-8 43
2 Ethanone, 1-[1-(5-methoxy-4-fura... 223 C8HIN503 298685-74-2 35
3 3-Formylhept-3-enedinitrile 148 C8H8N20 1000192-13-5 25
4 2-Butenal, 2-ethenyl- 96 C6H80 020521-42-0 25
5 Phenol, 2,6-dinitro-4-(trifluoro... 252 C7H3F3N205 000393-77-1 25

Abundance Scan 977 (7.843 min): VW026917.D\data.ms (-972) (-) m/z 44.10 100.00%

4
5000
97.0 1354
1685 2977 2599
R B ARREEEEEE
7.60 7.80 8.00 8.20
0! m/z 36.30 75.81%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #29588: 4-Chloro-2-sulfolene
53.0
5000 1230 L L I L LI LN B
88.0 7.60 7.80 8.00 8.20
152.0 m/z 53.00 73.39%
ORIy
O \H‘i\\‘\‘\“ H‘\‘H‘H‘\\\‘H\\‘H!‘\‘H\\‘HH‘HH‘HH‘HH‘H\

m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260

Abundance #103375: Ethanone, 1-[1-(5-methoxy-4-furazanyl)-5-meth
43.0

%

7.60 7.80 8.00 8.20
5000 m/z 61.90 64.92%

o

=

\
miz--> 20 40 60 80 160 12‘0 140 1éo 1éo 200 2ﬁo 240 260
Abundance #26805: 3-Formylhept-3-enedinitrile
53.0 7.60 7.80 8.00 8.20
m/z 43.10 63.31%
80.0
5000 108.0
solIRARaET
0‘\“”“\““\ “‘\””\””\‘””\‘””\"”\‘”w””\””\””\”‘
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@82523\
Data File : VWO26917.D

Acqg On : 26 Aug 2023 01:03
Operator : SY/MD

Sample : 04175-05

Misc : 5.76g/10mL/MSVOA_W/SOIL

ALS vial : 38 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 5 unknown-@5 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.154 3.78 ug/L 3781 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-(3-Methyl-2-butenoxy)-4-methyl... 182 C11H1802 1000432-15-5 33
2 2-Keto-3-methylene-5-methyltetra... 128 C6H80S 072359-73-0 32
3 2,6-Dimethyl-8-oxoocta-2,6-dieno... 196 C11H1603 1000195-67-9 28
4 Ethyl 2-heptynoate 154 C9H1402 016930-95-3 25
5 4-Chloro-N-(1,2-dihydro-2-pyridy... 268 C11H9CIN202S ©01213-38-3 22

Abundance Scan 1028 (8.154 min): VW026917.D\data.ms (-1024) () m/z 36.60 100.00%

36.6
948 147.2
191.2 227.4
5000 p58.4 292
R R ARARARRIR
7.80 8.00 8.20 8.40
0 m/z 39.95 89.44%
miz--> 50 100 150 200 250
Abundance #56696: 6-(3-Methyl-2-butenoxy)-4-methyl-5,6-dihydro-2t
410 710
5000 \‘\\\\‘\\\\’\\\\‘\\\\‘\
7.80 8.00 8.20 8.40
m/z 42.50 88.89%
‘ ‘ 113.0
O T “‘\H L “ ‘H“\ “‘\‘ \“‘ T “‘ \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #13966: 2-Keto-3-methylene-5-methyltetrahydrothiophen
40.0 128.0
R et AAARER
7.80 8.00 8.20 8.40
5000 m/Z 40.60 81.11%
85.0
0“‘“‘“““““““““‘ S ‘
miz--> 50 100 150 200 250
Abundance #71244: 2,6-Dimethyl-8-oxoocta-2,6-dienoic acid, methyl O RREEULEERL R A
53.0 7.80 8.00 8.20 8.40
m/z 38.70 76.11%
5000
91.0
L
168.0
0 hh\\‘\h\‘ ‘M\MH\““\ ' “‘\‘ h‘ ‘q“ —

m/z--> 50 100 150 200 250 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@82523\
Data File : VWO26917.D

Acqg On : 26 Aug 2023 01:03
Operator : SY/MD

Sample : 04175-05

Misc : 5.76g/10mL/MSVOA_W/SOIL

ALS vial : 38 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-06 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.038 5.62 ug/L 5624  1,4-Difluorobenzene 8.843
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropene, 3-methyl-3-vinyl- 80 C6H8 071153-30-5 32
2 Methane, oxybis[chloro- 114 C2H4C120 000542-88-1 25
3 .alpha.,.alpha.-Dichloromethyl m... 114 C2H4C120 004885-02-3 25
4 2-Hexen-4-yne 80 C6H8 014092-20-7 23

5 Dicyclopropylmethanol, chlorodif... 224 C9H11C1F202 1000376-25-1 16

Abundance Scan 1337 (10.038 min): VW026917.D\data.ms (-1332)  m/z 78.95 100.00%
79.0

5000 42.0
114.0
| | 161.6 231.4 267. 10.00
Obrrrprerlldl by oy v e TR T m/z 42,00 44.52%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #1255: Cyclopropene, 3-methyl-3-vinyl-
79.0
5000 L ‘
39.0 10.00
m/z 51.00 34.21%
OHH‘\‘L\”‘\\“H“\“‘HH‘}H\\‘H\\’HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #7956: Methane, oxybis[chloro- NMJ\/M
79.0 /\M i
49.0 10.00
5000 ITI/Z 81.00 27.93%
18.0‘ ‘
T Y S e —
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #7957: .alpha.,.alpha.-Dichloromethyl methyl ether
79.0 10.00
m/z 114.00 18.51%
5000
15.0
‘ ‘ 51.0
m/z--> 20 40 60 80 100120140160180200220240260 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@82523\
Data File : VWO26917.D

Acqg On : 26 Aug 2023 01:03
Operator : SY/MD

Sample : 04175-05

Misc : 5.76g/10mL/MSVOA_W/SOIL

ALS vial : 38 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-07 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.599 4.51 ug/L 3052 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Formylhept-3-enedinitrile 148 C8H8N20 1000192-13-5 10
2 2-Furancarboxaldehyde, 5-nitro- 141 C5H3NO4 000698-63-5 10
3 5-Hexynenitrile 93 C6H7N 014918-21-9 10
4 2-Pentenedinitrile 92 C5H4N2 007717-24-0 10
5 1,3-Butadiene-1-carboxylic acid 98 C5H602 000626-99-3 9

Abundance Scan 1757 (12.599 mln) VW026917.D\data.ms (-1755) ( m/z 133.30 100.00%

38.3 281.1
53.4
5000 96.4 206.8
249.2
167.1
12.50 13.00
0! m/z 281.10 84.51%
miz--> 50 100 150 200 250
Abundance #26805: 3-Formylhept-3-enedinitrile
53.0
5000 108.0 MH L1l M M |
12.50 13.00
m/z 53.40 68.14%
[Lladd L) e
O T T T ‘ ‘\‘ \“‘ ‘ ‘ \ T T T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #21672: 2-Furancarboxaldehyde, 5-nitro- M\m
30.
12.50 13.00
83.0 o
5000 m/z 72.79 67.70%
0 “m‘u_‘”w‘””_H‘_H
miz--> 50 100 150 200 250
Abundance #2806: 5-Hexynenitrile Pk ‘
53.0 12.50 13.00
m/z 51.60 57.96%
5000
H 92.0
SEL U N WIEY T
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@82523\
Data File : VWO26917.D

Acqg On : 26 Aug 2023 01:03
Operator : SY/MD

Sample : 04175-05

Misc : 5.76g/10mL/MSVOA_W/SOIL

ALS vial : 38 Sample Multiplier: 1

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

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknown-08 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.672 5.40 ug/L 3653 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3,4,5,6,7-hexahydro- 122 C9H14 000695-90-9 35
2 Bicyclo[3.3.0]oct-1(5)-ene 108 C8H12 006491-93-6 25
3 Bicyclobutylidene 108 C8H12 006708-14-1 25
4 (1H)-3a,4,5,6,7,7a-Hexahydroindene 122 C9H14 1000196-59-5 18
5 Bicyclobutylidene 108 C8H12 006708-14-1 15

Abundance Scan 1933 (13.672 min): VW026917.D\data.ms (-1932) - m/z 35.85 100.00%

350 67.7
5000 . :
P —
““‘ 13.50 14.00
0 i m/z 40.00 96.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #11459: 1H-Indene, 2,3,4,5,6,7-hexahydro-
80.0 122.0
5000 — —
13.50 14.00
39.0 m/z 38.20 92.31%
O' ‘1\‘L‘\‘\“\\\‘H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #6156: Bicyclo[3.3.0]oct-1(5)-ene
80.0
P o
13.50 14.00
5000 108.0 ITI/Z 67.70 90.21%
52.0
o ‘WN‘NL“‘H“H“““‘_“w“u“‘u“H“‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #6102: Bicyclobutylidene
79.0 13.50 14.00
m/z 43.10 87.41%
5000
108.0
52.0
m/z--> 20 40 60 80 100120 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_W\Data\VW@82523\
Data File : VWO26917.D

Acqg On : 26 Aug 2023 01:03
Operator : SY/MD

Sample : 04175-05

Misc : 5.76g/10mL/MSVOA_W/SOIL

ALS vial : 38 Sample Multiplier: 1

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

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknown-09 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.025 5.32 ug/L 3594 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Quinolinecarboxylic acid, 2-ch... 207 C1OH6CINO2 005467-57-2 14
2 2,4-Hexadiyne 78 C6H6 002809-69-0 10
3 Methanesulfonamide, 1-chloro- 129 CH4CINO2S 021335-43-3 10
4 1-(Dicyanomethyl)eth-1-ene-1,2,2... 221 C8H7N503 1000388-01-7 10
5 1-Ethynylcyclohex-2-en-1-0l 122 C8H100 038693-58-2 10

Abundance Scan 1991 (14.025 min): VW026917.D\data.ms (-1987) m/z 206.90 100.00%

57.2 206.9
106.3
5000 1513 266..
236.8
T \
14.00
[(ERS—. | m/z 57.20  92.59%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #83427: 4-Quinolinecarboxylic acid, 2-chloro-
43.0
5000 207.0 U |
750 14.00
m/z 78.00 86.77%
128.0
162.0
O,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #1174: 2,4-Hexadiyne
78.0
14.00
5000 50.0 ITI/Z 106.30 76.19%
15.0
o! T e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #15019: Methanesulfonamide, 1-chloro-
64.0 14.00
m/z 36.10 75.13%
5000
30.0
Lol o
vty e e e e e e L
m/z--> 20 40 60 80 100120140160180200220240260 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82523\
Data File : VW@26917.D

Acqg On : 26 Aug 2023 01:03

Operator : SY/MD

Sample : 04175-05

Misc : 5.76g/10mL/MSVOA_W/SOIL

ALS vial : 38 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-10 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.501 4.86 ug/L 3287 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-1,2,3-benzotriazole-5-c... 158 C8H6N4 1000435-82-2 47
2 1-Cyclohexene-1-methanol 112 C7H120 004845-04-9 35
3 2-Nitrophenyl-azo-thio-thiol 215 C6H5N302S2 1000286-39-5 25
4 1,3-Butadiyne 50 C4H2 000460-12-8 25
5 2-(3-Methyl-4-nitro-5-pyrazolyla... 262 C11H10N404 1000223-64-7 25

Abundance Scan 2233 (15.501 min): VW026917.D\data.ms (-2231) (- m/z

44.00 100.00%

44.0 76.8
148.0
5000 0.6 191.9 254.2 92
T \
15.50
0 m/z 76.80 93.81%
Mz 100 150 200 250
Abundance #35283 1-Methyl-1,2,3-benzotriazole-5-carbonitrile
64.0 130.0
5000 —L L ‘
15.50
m/z 43.20 78.35%
9|0
O' ‘\“\\\\‘\\\\‘\\\\

m/z--> 150 200 250
Abundance #7372 1- Cydohexene—14nethano
© 180 vl
‘ e
15.50
5000 m/z 50.20 77 .32%
1120
0 ”“HH_H‘_‘H_H‘
m/z--> 100 150 200 250
Abundance #93383.2—Nnrophenyhazo—ﬂﬂo—ﬂﬂol T
50.0 15.50
m/z 42.20 71.13%
5000 150.0
92.0
215.0
ol AL | s 1
miz--> 50 100 150 200 250 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82523\
Data File : VWO26917.D

Acqg On : 26 Aug 2023 01:03
Operator : SY/MD

Sample : 04175-05

Misc : 5.76g/10mL/MSVOA_W/SOIL

ALS Vvial : 38 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 2.241 14.9 ug/L 14900 1 8.843 25009 25.0
unknown-02 3.881 3.8 ug/L 3820 1 8.843 25009 25.0
unknown-03 5.411 3.3 ug/L 3334 1 8.843 25009 25.0
unknown-04 7.843 3.5 ug/L 3509 1 8.843 25009 25.0
unknown-05 8.154 3.8 ug/L 3781 1 8.843 25009 25.0
unknown-06 10.038 5.6 ug/L 5624 1 8.843 25009 25.0
unknown-07 12.599 4.5 ug/L 3052 3 13.556 16905 25.0
unknown-08 13.672 5.4 ug/L 3653 3 13.556 16905 25.0
unknown-09 14.025 5.3 ug/L 3594 3 13.556 16905 25.0
unknown-10 15.501 4.9 ug/L 3287 3 13.556 16905 25.0
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