LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VWO23766.D

Acqg On : 15 Jul 2022 23:54
Operator : SY/VA

Sample : N3700-06RE

Misc : 6.41g/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\SFAMWLMO71322SMA.M
Title : SFAMO1.0

Signal : TIC: VWO23766.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.239 47 55 57 rBV6 11151 24837 37.27% 4.694%
2 3.788 308 309 313 rBV4 1372 1203 1.81% 0.227%
3  3.879 322 324 326 rBV3 1178 1002 1.50% ©0.189%
4 3.946 334 335 339 rBV4 1140 1040 1.56% 0.197%
5 4.007 339 345 346 rBV5 5552 8217 12.33% 1.553%
6 4.269 386 388 391 rBV3 1285 1697 2.55% 0.321%
7 4.659 450 452 454 rBV3 1225 1415 2.12% 0.267%
8 4.757 467 468 472 rBV3 1374 1126 1.69% 0.213%
9 4,806 475 476 479 rVB3 1778 1199 1.80% 0.227%
10 4.848 481 483 486 rBv2 1390 965 1.45% 0.182%
11 4.885 486 489 490 rBv2 1377 1790 2.69% ©.338%
12 5.562 599 600 602 rBv2 1162 910 1.37% 0.172%
13 5.610 606 608 609 rBv2 1389 1068 1.60% 0.202%
14 5.653 613 615 619 rBVS 1349 1642 2.46% 0.310%
15 6.110 688 690 691 rBv2 1688 1472 2.21% 0.278%
16 6.251 710 713 714 rBV3 1027 937 1.41% 0.177%
17 6.397 735 737 741 rBVS 1238 2326  3.49%  0.440%
18 6.805 800 804 806 rBVS 896 1403 2.11% 0.265%
19 7.086 844 850 852 rBV6 3223 5590 8.39% 1.057%
20 7.360 893 895 898 rVB4 1625 1791 2.69% ©.339%
21 7.391 898 900 903 rBv4 830 12106 1.82% ©0.229%
22 7.488 912 916 918 rBV4 891 1202 1.80% 0.227%
23 7.592 931 933 934 rBv2 1065 905 1.36% 0.171%
24 7.647 937 942 949 rVB3 11827 26624 39.95% 5.032%
25 7.805 966 968 971 rBV3 1067 1219 1.83% 0.230%
26 7.939 985 990 993 rBVv7 928 1701 2.55% 0.322%
27 8.141 1021 1023 1024 rBV 1081 921 1.38% 0.174%
28 8.281 1036 1046 1056 rBV5 18275 66648 100.00% 12.597%
29 8.378 1060 1062 1063 rBV2 1787 1301 1.95% 0.246%
30 8.842 1133 1138 1148 rVB3 16662 35941 53.93% 6.793%
31 9.268 1198 1208 1218 rBV3 14264 37074 55.63% 7.007%
32 9.402 1227 1230 1231 rBV3 1012 1025 1.54% 0.194%
33 9.470 1240 1241 1244 rVB3 1227 1056 1.58% 0.200%
34 9.500 1244 1246 1249 rBV3 1421 1701  2.55% ©.322%
35 9.561 1252 1256 1257 rBV4 1352 1753 2.63% 0.331%
36 9.750 1282 1287 1290 rBvV6 2054 2075 3.11% 0.392%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VWO23766.D

Acqg On : 15 Jul 2022 23:54
Operator : SY/VA

Sample : N3700-06RE

Misc : 6.41g/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\SFAMWLMO71322SMA.M
Title : SFAMO1.0
37 9.805 1293 1296 1299 rvvs 1028 1079 1.62% 0.204%
38 10.037 1330 1334 1342 rVB4 5423 10787 16.19% 2.039%
39 10.323 1374 1381 1387 rBv2 18834 37482 56.24% 7.084%
40 10.463 1403 1404 1406 rBV2 1213 1068 1.60% 0.202%
41 10.512 1411 1412 1413 rBV 1559 844  1.27% 0.160%
42 10.530 1413 1415 1417 rVB3 1401 1046 1.57% 0.198%
43 10.622 1428 1430 1433 rVB4 1422 1436 2.15% 0.271%
44 10.652 1433 1435 1438 rVB4 1257 1165 1.66% 0.209%
45 10.707 1438 1444 1449 rBV7 2309 4906 7.36% 0.927%
46 10.811 1457 1461 1465 rBV7 1081 1919 2.88% 0.363%
47 10.884 1471 1473 1475 rBV3 1099 1291  1.94% 0.244%
48 10.927 1475 1480 1486 rBvV2 7235 12491 18.74% 2.361%
49 11.024 1494 1496 1498 rBv2 1097 920 1.38% 0.174%
50 11.128 1512 1513 1518 rBV4 951 1231 1.85% 0.233%
51 11.170 1518 1520 1522 rvv2 1168 841 1.26% ©.159%
52 11.402 1555 1558 1560 rBv4 880 905 1.36% 0.171%
53 11.439 1560 1564 1569 rBV7 1430 3138 4.71% 0.593%
54 11.481 1569 1571 1573 rBV3 1072 922 1.38% 0.174%
55 11.542 1579 1581 1585 rVB5 1428 1841 2.76% ©.348%
56 11.634 1590 1596 1604 rVB 26286 48946 73.44% 9.251%
57 11.817 1624 1626 1628 rBV3 1053 920 1.38% 0.174%
58 11.920 1641 1643 1645 rvv3 910 925 1.39% 0.175%
59 11.969 1649 1651 1653 rVB3 1217 1003 1.50% 0.190%
60 11.993 1653 1655 1657 rBV3 1421 1144 1.72% 0.216%
61 12.085 1668 1670 1673 rBV4 1009 1030 1.55% ©.195%
62 12.250 1694 1697 1700 rBV5 989 1182 1.77% 0.223%
63 12.335 1709 1711 1714 rBV4 1041 881 1.32% 0.167%
64 12.365 1714 1716 1719 rBV4 852 908 1.36% 0.172%
65 12.603 1750 1755 1758 rBV5 2751 4207 6.31% 0.795%
66 12.634 1758 1760 1763 rVB3 1376 1096 1.64% 0.207%
67 12.688 1763 1769 1776 rBV 16527 30046 45.08% 5.679%
68 12.743 1776 1778 1781 rBV4 1339 1404 2.11% 0.265%
69 12.792 1784 1786 1787 rVB2 1635 1006 1.51% 0.190%
70 12.920 1805 1807 1811 rBV5 1060 1048 1.57% 0.198%
71 12.999 1818 1820 1823 rVB4 1264 1485 2.23% 0.281%
72 13.298 1867 1869 1873 rVB4 2074 1693 2.54% 0.320%
73 13.341 1873 1876 1878 rBV4 1283 1366 2.05% 0.258%
74 13.512 1901 1904 1906 rBV4 892 1009 1.51% 0.191%
75 13.554 1906 1911 1919 rVV2 19066 34224 51.35% 6.469%
76 13.749 1942 1943 1947 rVV4 1743 1745 2.62% 0.330%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VWO23766.D

Acqg On : 15 Jul 2022 23:54
Operator : SY/VA

Sample : N3700-06RE

Misc : 6.41g/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\SFAMWLMO71322SMA.M
Title : SFAM@1.0
77 13.786 1947 1949 1954 rVB6 1050 1351 2.03% 0.255%
78 13.847 1954 1959 1966 rBV2 18831 32494 48.75% 6.142%
79 14.011 1984 1986 1987 rvv2 1348 845 1.27% 0.160%
80 14.060 1991 1994 1995 rBV2 1804 2108 3.16% 0.398%
81 14.103 1998 2001 2003 rVB4 1023 1209 1.81% 0.229%
82 14.133 2003 2006 2010 rBV5 1108 1452 2.18% 0.274%
83 14.170 2010 2012 2016 rVB5 1040 1089 1.63% 0.206%
84 14.213 2016 2019 2021 rVB4 954 1108 1.66% ©0.209%
85 14.322 2034 2037 2039 rBvV4 1129 1297 1.95% ©.245%
86 14.456 2057 2059 2062 rBV3 683 879 1.32% 0.166%
87 14.536 2070 2072 2075 rBV3 1208 1418 2.13% 0.268%
88 14.566 2075 2077 2079 rVVv3 1272 1508 2.26% ©0.285%
89 14.621 2084 2086 2087 rvVv2 1171 1112 1.67% 0.210%
99 14.767 2108 2110 2114 rVB5 1019 883 1.32% 0.167%
91 14.877 2127 2128 2131 rVB2 1451 919 1.38% 0.174%
92 14.950 2137 2140 2143 rBV5 1151 1870 2.81% 0.353%
93 15.529 2232 2235 2237 rBv4 1325 1554 2.33% 0.294%
94 15.633 2250 2252 2255 rBV3 1427 1165 1.75% ©.220%
95 15.694 2260 2262 2265 rVB4 1426 1418 2.13% 0.268%
96 15.731 2265 2268 2269 rBvV2 1347 1181 1.77% 0.223%
97 16.426 2380 2382 2387 rBV5 785 1091 1.64% 0.206%
98 16.462 2387 2388 2391 rBV3 960 1149 1.72% 0.217%
99 16.541 2397 2401 2406 rBV8 1348 2571 3.86% 0.486%
100 16.633 2415 2416 2419 rVV3 943 899 1.35% 0.170%
Sum of corrected areas: 529076
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VWO23766.D

Acqg On : 15 Jul 2022 23:54
Operator : SY/VA

Sample : N3700-06RE

Misc : 6.41g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.M
Quant Title : SFAM@1.0

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

Abundance TIC: VW023766.D\data.ms
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Data Path :
Data File :
Acqg On
Operator
Sample

Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe71522\

VWe23766.D

: 15 Jul 2022 23:54

: SY/VA

: N3700-06RE

: 6.41g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.M

. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Benzeneethanamine, 2,5-difl... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.239 17.28 ug/L 24837 1,4-Difluorobenzene 8.842
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzeneethanamine, 2,5-difluoro-... 219 C9H11F2NO3 152434-78-1 53
2 4-Fluorohistamine 129 C5H8FN3 049872-60-8 53
3 3,3-Dimethyl-4-methylamino-butan... 129 C7H15NO 123528-99-4 47
4 2-Butenediamide, (E)- 114 CAH6N202 000627-64-5 42
5 3-Methyl-3,5--(cyanoethyl)tetrah... 236 C12H16N20S 1000140-32-3 38

Abundance  Scan 55 (2.239 min): VW023766.D\data.ms (-47) (-) m/z 44.00 100.00%

44.0
5000

782 114414741789 2138 2521 287.6 00 220 240 2.60
0‘AWMMMMMWWWWMMWMWWWW”WM”“NM“N”WM‘W””M‘”M m/z 35.80 19.50%
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #98060: Benzeneethanamine, 2,5-difluoro-.beta.,3,4-trih
44.0
5000 j\fv\‘/%\‘\\\\‘\\\\‘\\\
2.00 2.20 2.40 2.60
m/z 43.00 10.46%
oﬂm 780 1240 1730 2190
\\\‘H\\‘\\\\‘\\\\‘\\\\‘\\H‘\\H‘\H\‘H\\‘H\\‘\\\\‘\\H‘\\H‘\
m/z--> 40 60 80 100120140160180200220240260280300
Abundance
44.0 q
R s R
2.00 2.20 2.40 2.60
5000 ITI/Z 35.20 10.42%
100.0
0 129.0
T
m/z--> 40 60 80 100120140160180200220240260280300
Abundance  #14923: 3,3-Dimethyl-4-methylamino-butan-2-one
44.0 2.00 2.20 2.40 2.60
m/z 36.85 9.66%
5000
M L H860 129.0
O b e e e R B
m/z--> 40 60 80 100120140160180200220240260280300 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VWO23766.D

Acqg On : 15 Jul 2022 23:54
Operator : SY/VA

Sample : N3700-06RE

Misc : 6.41g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
6.397 1.62 ug/L 2326 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Borazine, 2-methyl- 95 CH8B3N3 021127-95-7 12
2 1,3,5-Hexatriene, (E)- 80 C6H8 000821-07-8 10
3 Bicyclo[3.3.1]nonan-3-one, 7-(am... 167 C1OH17NO 056701-31-6 10
4 4,7-Methano-1H-indene, octahydro... 148 C11H16 068284-23-1 10
5 s-Triazaborane 81 B3H6N3 006569-51-3 10
Abundance Scan 737 (6.397 min): VW023766.D\data.ms (-735) (-) m/z 36.60 100.00%
36.6
84.1
170.9
5000 149.0
A e
6.00 6.20 6.40 6.60 6.80
YA 1T NN T O e B m/z 84.10  79.87%
m/z--> 20 40 60 100 120 140 160
Abundance #3024 Borazme, 2-methyl-
80.0
5000 WMMTM
6.00 6.20 6.40 6.60 6.80
53.0 m/z 79.90  79.22%
36
O' \‘\\\\‘\\\\’\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
80.0
600620640660680
5000 39.0 m/z 35.85 77 .27%
63.0
0l el el
m/z--> 20 40 60 80 100 120 140 160
Abundance #42430: Bicyclo[3.3.1]Jnonan-3-one, 7-(aminomethyl)- e
30.0 95.0 6.00 6.20 6.40 6.60 6.80
m/z 43.30 74.68%
5000
138.0
67.0 ‘ 167.0
0+ T “l‘u \‘i“‘\ T ““1“‘ w”‘”‘?‘ \“ “ w‘M ™ ! T w‘, T M | B T
m/z--> 20 40 60 80 100 120 140 160 6.00 6.20 6.40 6. 60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VWO23766.D

Acqg On : 15 Jul 2022 23:54
Operator : SY/VA

Sample : N3700-06RE

Misc : 6.41g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.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 9
R.T. EstConc Area Relative to ISTD R.T.
9.750 1.44 ug/L 2075 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridinium, 1-[[(4-methylphenyl)... 248 C12H12N202S 040949-56-2 33
2 Methanesulfinic acid 80 CH402S 017696-73-0 16
3 1-N-(7-Azido-[1,2,3,4]tetrazolo[... 269 C9H7N11 1000388-12-8 16
4 Bicyclo[2.2.2]octanone 124 C8H120 002716-23-6 14
5 Cycloocta-2,4-dien-1-0l 124 C8H120 1010164-53-3 11

Abundance Scan 1287 (9.750 min): VW023766.D\data.ms (-1282) (-) | m/z 39.80 100.00%

39.8 80.0
5000
217.2 273.(
— —
9.50 10.00
0 m/z 80.00 89.66%
m/z--> 40 60 80 100120 140 160 180 200 220 240 260
Abundance #132657: Pyridinium, 1-[[(4-methylphenyl)sulfonyl]amino]
80.0
5000
52.0 9.50 10.00
m/z 74.90 85.63%
O,
m/z--> 40 60 80 100120 140 160 180 200 220 240 260
Abundance
65.0
9.50 10.00
5000 m/z 46.80  81.61%
34.0
0 bbb e
m/z--> 40 60 80 100120 140 160 180 200 220 240 260
Abundance #159885: 1-N-(7-Azido-[1,2,3,4]tetrazolo[1,5-a][1,3,5]triaz
80.0 9.50 10.00
53.0
m/z 87.20 77.01%
5000
0 MM
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VWO23766.D

Acqg On : 15 Jul 2022 23:54
Operator : SY/VA

Sample : N3700-06RE

Misc : 6.41g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.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 2
R.T. EstConc Area Relative to ISTD R.T.

10.037 7.50 ug/L 10787 1,4-Difluorobenzene 8.842
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexen-4-yne 80 C6H8 014092-20-7 10
2 Muscimol 114 C4H6N202 002763-96-4 9

3 Acetaldehyde, chlorodifluoro- 114 C2HC1F20 000811-96-1 9
4 Thiophosgene 114 CCl2s 000463-71-8 9

5 3-Cyclohexene-1-methanol 112 C7H120 001679-51-2 9

Abundance Scan 1334 (10.037 min): VW023766.D\data.ms (-1330) ( m/z 78.95 100.00%

79.0
5000 42.0
113.8

HH |‘ | 206.0 286.( 10.00
ob——Mblhib N m/z 42.00 42.78%
miz--> 50 100 150 200 250
Abundance #1222: 2-Hexen-4-yne
79.0
39.0 )
10.00

o

\‘\‘ ‘m‘\ ‘H\\‘m T T
m/z--> 50 100 150 200 250
Abundance

30.0

10.00
5000 m/z 113.80 31.04%
71.0
114.0
ol dhchbie of 0t 0
miz--> 50 100 150 200 250 A n
Abundance #7961: Acetaldehyde, chlorodifluoro- ﬂ k : 4 e ‘A‘ A
29.0 10.00

5000 79.0
“ 114.0
(o “ T ‘w i w“w L LI A e e

miz--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VWO23766.D

Acqg On : 15 Jul 2022 23:54
Operator : SY/VA

Sample : N3700-06RE

Misc : 6.41g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
10.707 2.51 ug/L 4906 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1,2,4]Triazolo[1,5-a]pyrimidine... 207 C8H9N502 1000351-62-2 38
2 6-Nitro-1H-quinazoline-2,4-dione 207 C8H5N304 1000318-16-1 32
3 3-Amino-7-nitro-1,2,4-benzotriaz... 207 C7H5N503 1010256-54-1 25
4 1-(2,4-difluorophenyl)-1H-pyrrol... 207 C11H7F2NO 125126-74-1 9

5 2-Amino-6-methoxy-4-(2H-1,2,3,4-... 207 C8H9N502 1010387-42-7 9

Abundance Scan 1444 (10.707 min): VW023766.D\data.ms (-1438) ( m/z 207.00 100.00%
207.0
5000
96.0 L) 1IN i
442 1328 L B L —
‘ 64.7 ‘ ‘ 10.50 11.00
oﬁm‘s“‘\“““‘H““HH"“J‘HMHH_HWHH_‘ m/z 96.00  25.81%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #84214: [1,2,4]Triazolo[1,5-a]pyrimidine-6-carboxylic acid
207.0
[
5000 T T T T T T T T
52.0 95.0 135.0 10.50 11.00
) m/z 44.20 18.86%
‘\MHH “‘M H—m?’ﬂw‘ ‘\‘\ H\ 1 ‘ ‘
O \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
207.0
ol o
10.50 11.00
m/z 132.80 17.62%
5000 164.0 /
63.0 90.0
32.0 134.0
o N MASPRNTHNE Ny RS RN SSUNBMIBS NS SRS
miz--> 40 60 80 100 120 140 160 180 200 0 h W
Abundance  #84125: 3-Amino-7-nitro-1,2,4-benzotriazine 1-oxide ‘ﬂ | M S ﬂ‘ A‘ ‘A ‘
207.0 10.50 11.00
m/z 39.50 15.94%
5000 177.0
78.0
51.0
‘ 117.0 1490
0 bbbl p“h‘ww‘ﬂw‘“_J“N“ww‘u‘_!“ —— e
m/z--> 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VWO23766.D

Acqg On : 15 Jul 2022 23:54
Operator : SY/VA

Sample : N3700-06RE

Misc : 6.41g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.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 1H-3-Benzazepine-2-carboxyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.439 1.60 ug/L 3138 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-3-Benzazepine-2-carboxylic ac... 221 C11H11NO4 017639-47-3 53
2 2,4(1H,3H)-Pyrimidinedione, 6-ch... 191 C4H2C1N304 006630-30-4 25
3 Benzo[b]selenophene-2-carbonitri... 221 C1OH7NSe 037007-55-9 16
4 4-Quinolinol, 2-phenyl- 221 C15H11NO 001144-20-3 10
5 2-Iodo-3-pyridinol 221 C5H4INO 040263-57-8 9
Abundance Scan 1564 (11.439 min): VW023766.D\data.ms (-1560) ( m/z 221.10 100.00%
221.1
73.0
5000 46.5
132.6 A
106.8
1942 ‘ T T
VI
O ‘H“H““‘W‘H‘ “_‘H‘ e m/z 73.05 55.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99931: 1H-3-Benzazepine-2-carboxylic acid, 2,3,4,5-tet
221.0
121.0 148.0
5000

m/z 46.50 51.32%

91.0

176.0

O‘\““\‘“‘\““‘\““‘\‘““\““h‘\““\““!\““\““\““
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

30.0
70.0 1150
5000 m/z 35.70 43.70%
113.0 191.0
148.0
O T e T T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #99849: Benzo[b]selenophene-2-carbonitrile, 3-methyl- -
221.0 11.50

m/z 43.70  42.52%

140.0
5000
63.0 117.0
88.0 ‘ 194.0

0‘_‘H“M‘HHNM‘UHH‘JMM“W‘H“H“_‘W“H —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VWO23766.D

Acqg On : 15 Jul 2022 23:54
Operator : SY/VA

Sample : N3700-06RE

Misc : 6.41g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.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-05 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.749 1.27 ug/L 1745 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dichlorocyclopropanecarboxamide 153 C4H5C12NO 075885-60-8 17
2 1,2-Propadiene, 1-bromo- 118 C3H3Br 010024-18-7 10
3 2-Butyne-1,4-diol, diformate 142 C6H604 036677-73-3 9
4 Ethyl 2-(2-chloroacetamido)-3,3, 263 C7H9C1F3NO4 1000224-74-2 9
5 5-Amino-1-(2-methoxyphenyl)-1H- 1 233 C10H11N502 1000387-16-8 9

Abundance Scan 1943 (13 749 min): VW023766.D\data.ms (-1942) (- | m/z 55.20 100.00%
3 131.1
282.(
5000 205.0
13.50 14.00
o il —_———— m/z 44.20  90.91%
miz--> 50 100 150 200 250
Abundance #30479: 2,2-Dichlorocyclopropanecarboxamide
44.0
5000 AL L
13.50 14.00
136.0 m/z 36.70  90.21%
L0 ]
O T T T ‘ T “‘ H T \“ \‘ ‘ ‘ \ T T ‘\ : T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
37.0 VMN
i L
118.0 13.50 14.00
5000 79.0 ITI/Z 51.50 84.62%
oA b
miz--> 50 100 150 200 250
Abundance #22386: 2-Butyne-1,4-diol, diformate
29. 13.50 14.00
m/z 131.05 83.22%
5000
68.0 M
AL T
miz--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VWO23766.D

Acqg On : 15 Jul 2022 23:54
Operator : SY/VA

Sample : N3700-06RE

Misc : 6.41g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.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 9 unknown-06 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.060 1.54 ug/L 2108 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-bromo-2,5-dichloro- 240 C6H3BrCl20 001940-42-7 37
2 2-Chloroethyl myristate 290 C16H31C102 051479-36-8 25
3 Methylthio-2-propanone 104 C4H80S 014109-72-9 9
4 Dimethylfluoroamine 63 C2H6FN 014722-43-1 9
5 Carbamic acid, acetyl-, ethyl ester 131 C5H9NO3 002597-54-8 9
Abundance Scan 1994 (14.060 min): VW023766.D\data.ms (-1991) ( m/z 73.00 100.00%
73.0
414 266.8
5000 179.3
04. 137.
| \ [ H |
ob— A = ‘ ————r m/z 43.60 86.72%
m/z--> 200 250
Abundance #124058.Phenm,4iﬂonxy25—mcmomr
62.0 97.0
29.
5000 ——
242.0 14.00
133.0 m/z 41.40  58.92%
0 H‘\ mi \\\‘\H\“‘\H\Hhu T M 164 O‘ ‘2?6‘0‘ : e
miz--> 50 100 150 200 250
Abundance 1”MM mmm
43.0
3
5000 m/z 266.80 57.68%
86.0
211.0
o 177.0 247.0 290.C
—
miz--> 50 100 150 200 250 h A
Abundance #5333: Methylthio-2-propanone - ‘
43.0 14.00
m/z 179.30 47.72%
5000
104.0
2o 0L L A
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VWO23766.D

Acqg On : 15 Jul 2022 23:54
Operator : SY/VA

Sample : N3700-06RE

Misc : 6.41g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.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-07 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.950 1.37 ug/L 1870 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4(1H,3H)-Pyrimidinedione, 6-ch... 191 C4H2CIN304 006630-30-4 38
2 Propanal, 2,2-dimethyl-, oxime 101 C5H11NO 000637-91-2 14
3 Butanal 72 C4H80 000123-72-8 11
4 Butanal 72 C4H80 000123-72-8 11
5 Butanal 72 C4H80 000123-72-8 10

Abundance Scan 2140 (14.950 min): VW023766.D\data.ms (-2137) ( m/z 43.80 100.00%

43.8
72.2
5000

218.0 272

T
15.00

01 m/z 40.00 68.46%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #65848: 2,4(1H,3H)-Pyrimidinedione, 6-chloro-5-nitro-
30.0
70.0

5000 N
15.00
113.0 191.0 m/z 72.20 66.39%
148.0
O L ‘ TTT
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
40.0
84.0
15.00
5000 ITI/Z 36.20 54.77%
O P T T T T T T T T T T T
m/z--> 20 40 60 80 100120140160180200220240260 A
Abundance #738: Butanal ey ‘
44.0 15.00

m/z 39.20 46.89%

5000
15.0
‘ ‘ L 7\.0
i

m/z--> 20 40 60 80 100120140160180200220240260 15.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VWO23766.D

Acqg On : 15 Jul 2022 23:54
Operator : SY/VA

Sample : N3700-06RE

Misc : 6.41g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.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-08 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.541 1.88 ug/L 2571 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N'-Trimethylenebis[s-3-aminopr... 382 C9H22N206S54 035871-60-4 9

2 2-Bromo-3-methoxy-4-nitropyridine 232 C6H5BrN203 1000444-83-2 9
3 Sulphonyl diacetonitrile 144 CAHAN202S 1000342-33-0 9
4 Methyl 3-(5-bromo-1H-1,2,4-triaz... 231 C6H6BrN302 1000443-27-3 9
5 6-Hydroxy-5,8-dioxo-carbostyril-... 264 C10H8N403S 1000213-46-3 9

Abundance Scan 2401 (16.541 min): VW023766.D\data.ms (-2397) ( m/z 41.30 100.00%

41.3
98.4 1313
5000
233.3 2821
e AT
16.20 16.40 16.60
ol MR T T L myz 39.88 99.36%
miz--> 50 100 150 200 250
Abundance #289674: N,N'-Trimethylenebis[s-3-aminopropylthiosulfur
64.0
5000 LI L I L L L B B B
159.0 16.20 16.40 16.60
97.0 m/z 47.80 85.90%
191.0
ol— \\}\‘thlu \H“u‘m H’\%\HMQ ‘\\h;\ }M\‘ \‘}‘ ‘ ?2“2‘\0‘25‘\3‘0‘28‘5‘0‘
miz--> 50 100 150 200 250
Abundance
15.0 171.0 M h A A [\
iy AR LR
64.0 232.0 16.20 16.40 16.60
5000 m/z 38.60 75.00%
116.0
YES LN S S S |
miz--> 50 100 150 200 250
Abundance #23606: Sulphonyl diacetonitrile R e a e
40.0 16.20 16.40 16.60
m/z 35.30 69.23%
5000
‘ 104.0
m/z--> 50 100 150 200 250 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe71522\
Data File : VWO23766.D

Acqg On : 15 Jul 2022 23:54
Operator : SY/VA

Sample : N3700-06RE

Misc : 6.41g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@71322SMA.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|
Benzeneethanami... 2.239 17.3 ug/L 24837 1 8.842 35941 25.0
unknown-01 6.397 1.6 ug/L 2326 1 8.842 35941 25.0
unknown-02 9.750 1.4 ug/L 2075 1 8.842 35941 25.0
unknown-03 10.037 7.5 ug/L 10787 1 8.842 35941 25.0
unknown-04 10.707 2.5 ug/L 4906 2 11.634 48946 25.0
1H-3-Benzazepin... 11.439 1.6 ug/L 3138 2 11.634 48946 25.0
unknown-05 13.749 1.3 ug/L 1745 3 13.560 34224 25.0
unknown-06 14.060 1.5 ug/L 2108 3 13.560 34224 25.0
unknown-07 14.950 1.4 ug/L 1870 3 13.560 34224 25.0
unknown-08 16.541 1.9 ug/L 2571 3 13.560 34224 25.0
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