LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@93021\
Data File : VWO20269.D

Acqg On : 30 Sep 2021 14:54
Operator : SY/VA

Sample : M3973-14RE

Misc : 7.14g/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\SFAMWLM@92121SMA.M
Title : SFAMO1.0

Signal : TIC: VWO20269.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.355 69 74 81 rVB 15052 25910 44.05% 7.561%
2 2.818 149 150 154 rBV 212 273 0.46% 0.080%
3 2.904 158 164 172 rVB 6834 12324 20.95% 3.596%
4 2.965 172 174 175 rBV 140 127 0.22% 0.037%
5 3.080 190 193 194 rBV 230 225 0.38% 0.066%
6 3.233 217 218 221 rVB2 232 158 0.27% 0.046%
7 3.257 221 222 224 rBV 201 121  0.21% ©0.035%
8 3.336 233 235 237 rBV 264 210 0.36% 0.061%
9 3.361 237 239 240 rVB2 281 186 0.32% 0.054%
10 3.397 240 245 248 rBvV2 162 317 0.54% 0.093%
11  3.489 256 260 261 rBvV2 132 1706 0.29% 0.050%
12 3.544 267 269 270 rBV 152 135 0.23% 0.039%
13  3.751 300 303 304 rBV2 127 113  0.19% 0.033%
14 3.836 315 317 320 rBV2 149 188 ©.32% ©0.055%
15 3.897 325 327 329 rVB 281 175 ©0.30% 0.051%
16 3.964 336 338 341 rBV 212 243  0.41% 0.071%
17 4.037 341 350 360 rVB 17623 44438 75.54% 12.968%
18 4.208 376 378 382 rW 166 198 ©0.34% 0.058%
19 4.342 398 400 401 rvV 202 137 0.23% 0.040%
20 4.373 404 405 406 rBV 241 150 0.25% 0.044%
21 4.556 434 435 437 rVB2 191 120 0.20% ©0.035%
22 4.928 491 496 504 rBv3 905 2119 3.60% 0.618%
23 5.178 536 537 539 rBV 208 138 0.23% 0.040%
24 5.281 552 554 556 rBV 134 132 0.22% 0.039%
25 5.391 568 572 573 rBvV2 288 345 0.59% 0.101%
26 5.580 601 603 604 rBV 120 114 0.19% 0.033%
27 5.952 661 664 672 rVB4 918 1827 3.11% ©.533%
28 6.062 680 682 686 rBv2 170 192 0.33% 0.056%
29 6.177 698 701 702 rBV 143 127 0.22% 0.037%
30 6.366 731 732 735 rBB 220 144 0.24% 0.042%
31 6.531 758 759 762 rBv2 98 127 0.22% 0.037%
32 6.616 771 773 775 rVB 192 157 0.27% 0.046%
33 6.744 792 794 797 rBvV2 188 251 0.43% 0.073%
34 7.092 847 851 852 rBvV3 198 250 0.42% 0.073%
35 7.147 856 860 862 rvv2 309 353 0.60% 0.103%
36 7.323 888 889 891 rBV 243 162 0.28% 0.047%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@93021\
Data File : VWO20269.D

Acqg On : 30 Sep 2021 14:54
Operator : SY/VA

Sample : M3973-14RE

Misc : 7.14g/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\SFAMWLM@92121SMA.M
Title : SFAMO1.0
37 7.433 905 907 909 rBV 217 246 0.42% 0.072%
38 7.500 916 918 921 rBvV2 183 140 0.24% 0.041%
39 7.653 935 943 955 rVB 12618 29643 50.39% 8.650%
40 7.775 961 963 967 rvB2 151 153 0.26% 0.045%
41 7.811 967 969 971 rBvV2 172 135 0.23% 0.039%
42 8.110 1014 1018 1019 rBV2 145 133 0.23% 0.039%
43 8.171 1026 1028 1029 rBvV2 144 136 0.23% 0.040%
44  8.281 1038 1046 1059 rVB2 17335 47282 80.38% 13.798%
45  8.848 1132 1139 1150 rBV 29886 58824 100.00% 17.166%
46 9.098 1176 1180 1185 rBv4 781 1115 1.90% 0.325%
47  9.177 1192 1193 1196 rVB 317 229 0.39% 0.067%
48 9.207 1196 1198 1200 rBV 238 232 0.39% 0.068%
49 9.274 1203 1209 1220 rVB 8715 18421 31.32% 5.376%
50 9.372 1220 1225 1228 rBv2 270 580 0.99% 0.169%
51 9.433 1233 1235 1237 rBV 168 117 0.20% 0.034%
52 9.488 1241 1244 1246 rBV2 174 249 0.42% 0.073%
53 9.902 1310 1312 1315 rBv2 165 137 0.23% 0.040%
54 9.927 1315 1316 1319 rVB 211 130 ©0.22% 0.038%
55 9.963 1319 1322 1323 rBV 139 117 0.20% 0.034%
56 10.043 1329 1335 1340 rBV3 2370 4479  7.61%  1.307%
57 10.110 1343 1346 1348 rBV 140 139 0.24% 0.041%
58 10.213 1358 1363 1366 rvB2 245 409 0.70% 0.119%
59 10.268 1370 1372 1373 rBV 175 187 0.32% 0.055%
60 10.329 1375 1382 1389 rW 25613 43716 74.32% 12.757%
61 10.530 1413 1415 1419 rBV 84 118 ©0.20% 0.034%
62 10.579 1419 1423 1428 rBV2 1007 1774 3.02% 0.518%
63 10.658 1434 1436 1437 rBV 182 116 0.20% ©0.034%
64 10.792 1455 1458 1459 rBV2 115 138 0.23% 0.040%
65 10.823 1461 1463 1464 rBV 196 140 0.24% 0.041%
66 10.933 1476 1481 1485 rBV3 589 989 1.68% 0.289%
67 11.634 1588 1596 1605 rBV 12331 20447 34.76% 5.967%
68 11.756 1614 1616 1618 rBV 320 258 0.44% 0.075%
69 11.853 1630 1632 1635 rBV 196 170 0.29% 0.050%
70 11.908 1639 1641 1645 rBV2 104 115 0.20% 0.034%
71 11.951 1646 1648 1653 rVv2 192 199 0.34% 0.058%
72 12.231 1691 1694 1699 rBV2 221 444 0.75% 0.130%
73 12.371 1715 1717 1720 rBV 150 147 0.25% 0.043%
74 12.396 1720 1721 1723 rBV2 147 111  0.19% 0.032%
75 12.688 1765 1769 1776 rVB3 2875 4735 8.05% 1.382%
76 12.847 1792 1795 1796 rBV 219 146 0.25% 0.043%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@93021\
Data File : VWO20269.D

Acqg On : 30 Sep 2021 14:54
Operator : SY/VA

Sample : M3973-14RE

Misc : 7.14g/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\SFAMWLM@92121SMA.M
Title : SFAM@1.0
77 12.963 1810 1814 1817 rBV2 368 709 1.21% 0.207%
78 13.085 1832 1834 1837 rBV 122 111 ©0.19% 0.032%
79 13.505 1901 1903 1906 rBV2 163 187 0.32% 0.055%
890 13.560 1907 1912 1919 rVB4 2405 4130 7.02% 1.205%
81 13.615 1919 1921 1922 rBV 174 134 0.23% 0.039%
82 13.713 1934 1937 1938 rBV2 180 151 0.26% 0.044%
83 13.859 1956 1961 1965 rVB2 3048 4055 6.89% 1.183%
84 13.950 1974 1976 1979 rVB2 174 157 0.27% 0.046%
85 13.981 1979 1981 1982 rBV2 158 140 0.24% 0.041%
86 14.048 1991 1992 1994 rBV 353 304 0.52% 0.089%
87 14.560 2075 2076 2082 rVB2 195 222 0.38% 0.065%
88 14.627 2085 2087 2089 rBV 258 212 0.36% 0.062%
89 14.645 2089 2090 2091 rBV 314 155 0.26% 0.045%
99 14.700 2097 2099 2104 rBV2 216 356 0.61% 0.104%
91 14.792 2112 2114 2117 rBV2 249 237 0.40% 0.069%
92 15.011 2148 2150 2152 rBV 418 396 0.67% 0.116%
93 15.090 2161 2163 2167 rBV2 318 358 0.61% 0.104%
94 15.127 2167 2169 2170 rBV 273 117 ©0.20% 0.034%
95 15.176 2176 2177 2180 rBV2 284 265 0.45% 0.077%
96 15.450 2220 2222 2223 rBV 187 116 0.20% 0.034%
97 15.712 2263 2265 2266 rBV2 257 158 0.27% 0.046%
98 15.822 2282 2283 2284 rBV 269 135 0.23% 0.039%
99 15.840 2284 2286 2287 rBvV2 381 262 0.45% 0.076%
100 16.383 2374 2375 2377 rBvV2 439 265 ©0.45% 0.977%
Sum of corrected areas: 342684
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe93021\

: VWe20269.D

: 30 Sep 2021 14:54

: SY/VA

: M3973-14RE

. 7.14g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.M

. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@93021\
Data File : VW020269.D

Acqg On : 30 Sep 2021 14:54
Operator : SY/VA

Sample : M3973-14RE

Misc : 7.14g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.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-01 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.963 4.29 ug/L 709 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 2
2 Acetaldehyde 44 C2H40 000075-07-0 2
3 Acetonitrile-d3 44 C2D3N 002206-26-0 2
4 Acetonitrile-d3 44 C2D3N 002206-26-0 2
5 Carbon dioxide 44 C02 000124-38-9 2

Abundance Scan 1814 (12.963 min): VW020269.D\data.ms (-1810) m/z 40.00 100.00%
40.0

5000
T
13.00
O e m/z 43.95 80.00%
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #81: Acetaldehyde
29.0
44.0
5000 T
15.0 13.00
O\\‘\\\\‘\\}L‘l\\\‘\\z\%.iq\}}‘\\\\‘\\\\‘}!\\i\\\\‘\\\\
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #80: Acetaldehyde
29.0
44.0
5000
15.0
24.
0 H_H“H:‘wluwuuw: _m_m‘l!‘ ERRRRRARE
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #79: Acetonitrile-d3
44.0
5000
16.0
| A I -2 N B B
m/z--> 5 10 15 20 25 30 35 40 45 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@93021\
Data File : VW020269.D

Acqg On : 30 Sep 2021 14:54
Operator : SY/VA

Sample : M3973-14RE

Misc : 7.14g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.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-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.048 1.84 ug/L 304 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 MDMA methylene homolog 207 C12H17NO2 1010386-32-2 4
2 Ethyne, fluoro- 44 C2HF 002713-09-9 2
3 Nitrous oxide 44 N20 010024-97-2 2
4 Acetonitrile-d3 44 C2D3N 002206-26-0 2
5 Ethyne, fluoro- 44 C2HF 002713-09-9 2
Abundance Scan 1992 (14.048 min): VW020269.D\data.ms (-1991) (- m/z 44.00 100.00%
44.0
5000
206.9
T \
14.00
Ol e e e m/z 39.85 41.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83723: MDMA methylene homolog
44.0
5000 176.0 ‘14100‘ |
77.0 135.0 207.0 m/z 206.90 28.50%
105.0 ‘
OHH‘HH“H\“\ H‘\‘\H{\”’H”H‘M‘\H“\\‘\‘1’\‘}H‘MMH“HH‘\}H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #87: Ethyne, fluoro-
44.0
14.00
5000
13.0 ‘ ‘
0“L‘1‘H‘LH“H“W"w“‘w“u,‘u“u“_“‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #95: Nitrous oxide
44.0
5000
14.0
m/z--> 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\VWe93021\
Data File : VW@20269.D

Acqg On : 30 Sep 2021 14:54

Operator : SY/VA

Sample : M3973-14RE

Misc : 7.14g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.M
. 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 4 unknown-03 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.560 1.34 ug/L 222 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane-1,3-dione, 2-allylam... 207 C12H17NO2 104926-37-6 2
2 Indolizine, 2-(4-methylphenyl)- 207 C15H13N 007496-81-3 2
3 6-Nitro-8-methoxy-2H-chromene 207 C1OH9NO4 062063-07-4 2
4 Acetaldehyde 44 C2H40 000075-07-0 2
5 Ethylene oxide 44 C2H40 000075-21-8 2

Abundance Scan 2076 (14.560 min): VW020269.D\data.ms (-2075) (- m/z 207.10 100.00%

20f7.1
bl
44.0 ﬁ
(1110 —
14.50
0b e W[z 44.05  32.46%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #83898: Cyclohexane-1,3-dione, 2-allylaminomethylene-¢
550 80.0 207.0
5000 123.0 —
14.50
166.0
O'
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #84034: Indolizine, 2-(4-methylphenyl)-
207.0
5000
. 1020 1280 1650 |
I B e e mmma
miz--> 40 60 80 100 120 140 160 180 200
Abundance #83476: 6-Nitro-8-methoxy-2H-chromene
207.0
5000
160.0
89.
390 63.0 ‘ 118.0
m/z--> 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\VWe93021\
Data File : VW@20269.D

Acqg On : 30 Sep 2021 14:54

Operator : SY/VA

Sample : M3973-14RE

Misc : 7.14g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.M
. 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 5 unknown-04 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.627 1.28 ug/L 212 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indolizine, 2-(4-methylphenyl)- 207 C15H13N 007496-81-3 2
2 Cyclohexane-1,3-dione, 2-allylam... 207 C12H17NO2 104926-37-6 2
3 6-Nitro-8-methoxy-2H-chromene 207 C1OH9NO4 062063-07-4 2
4 Carbon dioxide 44 C02 000124-38-9 2
5 Ethylene oxide 44 C2H40 000075-21-8 2

Abundance Scan 2087 (14.627 min): VW020269.D\data.ms (-2085) (-

44.0 207.2
5000
0L e e e e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #84034: Indolizine, 2-(4-methylphenyl)-
207.0
5000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\“\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #83898: Cyclohexane-1,3-dione, 2-allylaminomethylene-*
550 80.0 207.0
5000 123.0
166.0
]
miz—-> 40 60 80 100 120 140 160 180 200
Abundance #83476: 6-Nitro-8-methoxy-2H-chromene
207.0
5000
160.0
89.
390 63.0 ‘ 118.0
m/z--> 40 60 80 100 120 140 160 180 200

SFAMWLM@92121SMA.M Mon Oct 04 17:43:5

3 2021

m/z 207.20 100.00%

il

L —
14.50 15.00
m/z 44.00 98.21%

— —
14.50 15.00

m/z 39.95 32.14%

14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@93021\
Data File : VW020269.D

Acqg On : 30 Sep 2021 14:54
Operator : SY/VA

Sample : M3973-14RE

Misc : 7.14g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.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 6 unknown-©5 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.700 2.15 ug/L 356 1,4-Dichlorobenzene-d4 13.560

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pterin-6-carboxylic acid 207 C7H5N503 000948-60-7 4
2 Carbon dioxide 44 C0O2 000124-38-9 2
3 Carbon dioxide 44 C0O2 000124-38-9 2
4 Acetaldehyde 44 C2H40 000075-07-0 2
5 Ethyne, fluoro- 44 C2HF 002713-09-9 2
Abundance Scan 2099 (14.700 min): VW020269.D\data.ms (-2097) (- m/z 44.05 100.00%
44.0
5000
—— —
206.9 14.50 15.00
Ol e e e e M/Z 206,90 7.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84123: Pterin-6-carboxylic acid
44.0
5000 WMN\M T
14.50 15.00
69.0 163.0
105.0 131.0 207.0
0! “h“\\ihmh‘ \;\H;h‘i ;‘u}\u‘h‘ \NH‘\‘\\‘ I . “\‘ R B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #93: Carbon dioxide
44.0
5000
16.0 ‘
) e —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #91: Carbon dioxide
44.0
5000
16.0
Y —
m/z--> 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\VW@93021\
Data File : VW020269.D

Acqg On : 30 Sep 2021 14:54
Operator : SY/VA

Sample : M3973-14RE

Misc : 7.14g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.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 7 unknown-06 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.792 1.43 ug/L 237 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pterin-6-carboxylic acid 207 C7H5N503 000948-60-7 4

2 N-Desmethyltapentadol 207 C13H21NO 1246819-18-0 3
3 Carbon dioxide 44 C0O2 000124-38-9 2
4 Acetaldehyde 44 C2H40 000075-07-0 2

5 Acetonitrile-d3 44 C2D3N 002206-26-0 2

Abundance Scan 2114 (14 792 min): VW020269.D\data.ms (-2112) (- m/z 44.05 100.00%

44.0
5000
— —
207.0 14.50 15.00
O e m/z 40.00 32.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84123: Pterin-6-carboxylic acid
44.0
5000 — —
14.50 15.00
69.0 163.0 ITI/Z 207 .00 3.83%
Ly 00 1310 207.0
O' \‘\‘HM”M\ ‘\‘H}h‘ T ”‘\‘\‘N\‘\“\ u ‘ TTTT ‘ ‘\ T \“ TTTT ‘ T \ TT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83935: N-Desmethyltapentado
il
UG —
14.50 15.00
5000
72.0  107.0
0 18.0 | |, | 136 0 176.0 207 0
i m R A RAAR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #93: Carbon dioxide
44.0
5000
16.0
)
m/z--> 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\VW@93021\
Data File : VW020269.D

Acqg On : 30 Sep 2021 14:54
Operator : SY/VA

Sample : M3973-14RE

Misc : 7.14g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.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-07 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.011 2.40 ug/L 396 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanamide 73 C3H7NO 000079-05-0 4
2 Propanamide 73 C3H7NO 000079-05-0 4
3 Propanamide 73 C3H7NO 000079-05-0 4
4 Propanamide 73 C3H7NO 000079-05-0 4
5 Acetonitrile-d3 44 C2D3N 002206-26-0 3
Abundance Scan 2150 (15.011 min): VW020269.D\data.ms (-2148) - m/z 43.90 100.00%
3.9
5000 207.1
73.1
T \
‘ 15.00
-1t m/z 207.10 50.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #829: Propanamide
44.0
5000 “h T
73.0 15.00
m/z 73.10  34.31%
18. H
O\\\w‘q\\‘\\‘HH\\H}“‘\\1‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #828: Propanamide
44.0
T \
15.00
5000 m/z 39.95 20.10%
73.0
15.0 “
L o A & Matas e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #830: Propanamide T
44.0 15.00
5000 73.0
0
m/z--> 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\VW@93021\
Data File : VW020269.D

Acqg On : 30 Sep 2021 14:54
Operator : SY/VA

Sample : M3973-14RE

Misc : 7.14g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.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-08 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.090 2.17 ug/L 358 1,4-Dichlorobenzene-d4 13.560

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 2
2 Acetaldehyde 44 C2H40 000075-07-0 2
3 Acetonitrile-d3 44 C2D3N 002206-26-0 2
4 Acetonitrile-d3 44 C2D3N 002206-26-0 2
5 Nitrous oxide 44 N20 010024-97-2 2
Abundance Scan 2163 (15.090 min): VW020269.D\data.ms (-2161) - m/z 44.05 100.00%
44.0
5000
T
15.00
O m o B B e m/z 39.85 45.65%
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #81: Acetaldehyde
29.0
44.0
5000 T
15.0 15.00
024.q
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #80: Acetaldehyde
29.0
44.0
5000
15.0
SO T Y UL | P
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #79: Acetonitrile-d3
44.0
5000
o 100 280 389
e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@93021\
Data File : VW020269.D

Acqg On : 30 Sep 2021 14:54
Operator : SY/VA

Sample : M3973-14RE

Misc : 7.14g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.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 10 unknown-09 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.176 1.60 ug/L 265 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 2
2 Carbon dioxide 44 C0O2 000124-38-9 2
3 Nitrous oxide 44 N20 010024-97-2 2
4 Ethylene oxide 44 C2H40 000075-21-8 2
5 Carbon dioxide 44 C02 000124-38-9 2
Abundance Scan 2177 (15.176 min): VW020269.D\data.ms (-2176) (- m/z 40.00 100.00%
40.0
5000 133.1
— —
15.00 15.50
Ot e e e m/z 44.00 92.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #80: Acetaldehyde
29.0
44.0
5000 —r ——
15.00 15.50
m/z 133.05 38.17%
14,0
O \H‘\‘M\‘H‘M‘HH“\ ‘\\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #92: Carbon dioxide
44.0
—— —
15.00 15.50
5000
28.0
O e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #94: Nitrous oxide
44.0
5000
14.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@93021\
Data File : VW020269.D

Acqg On : 30 Sep 2021 14:54
Operator : SY/VA

Sample : M3973-14RE

Misc : 7.14g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.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 11 unknown-10 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.840 1.59 ug/L 262 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyne, fluoro- 44 C2HF 002713-09-9 2
2 Carbon dioxide 44 C0O2 000124-38-9 2
3 Acetonitrile-d3 44 C2D3N 002206-26-0 2
4 Acetonitrile-d3 44 C2D3N 002206-26-0 2
5 Ethylene oxide 44 C2H40 000075-21-8 2
Abundance Scan 2286 (15.840 min): VW020269.D\data.ms (-2284)  m/z 43.95 100.00%
44.0
5000 2078
— ——
15.50 16.00
-t m/z 207.80  48.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #87: Ethyne, fluoro-
44.0
5000
15.50 16.00
m/z 39.95 38.39%
13.0 ‘ ‘
O\\}‘\‘1\\\“‘\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #91: Carbon dioxide
44.0
— ——
15.50 16.00
5000
16.0
N —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #79: Acetonitrile-d3
44.0
5000
16.0
U
m/z--> 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\VW@93021\
Data File : VW020269.D

Acqg On : 30 Sep 2021 14:54
Operator : SY/VA

Sample : M3973-14RE

Misc : 7.14g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.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 12 unknown-11 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.383 1.60 ug/L 265 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pyridinemethanol 3,5-dichloro-... 207 C7H7C12N0O2 055042-78-9 9
2 Bendazol 208 C14H12N2 000621-72-7 5
3 4H-1-benzopyran, 2-phenyl- 208 C15H120 1000400-57-5 5
4 1-Methyl-2-phenylbenzimidazole 208 C14H12N2 002622-63-1 5
5 2-Chloro-8-methoxy-3-methylquino... 207 C11H10C1NO 132118-31-1 5

Abundance Scan 2375 (16.383 min): VW020269.D\data.ms (-2374)  m/z 206.95 100.00%

T WWWMW
5000
40.9 147.2 281
R AR RRRRS!
73.1 16.0016.2016.4016.60
O prrretbrer b prree e e b e e e e e e /2 207.80 48, 39%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84127: 2-Pyridinemethanol 3,5-dichloro-4-hydroxy-6-me
207.0
178.0
5000
16.0016.2016.4016.60
20 80 a9 m/z 147.20  38.06%
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85191: Bendazo
207.0
e
16.0016.2016.4016.60
5000 ITI/Z 281.10 34.84%
91.0
T T A B s €L L
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85335: 4H-1-benzopyran, 2-phenyl-
207.0 16.0016.2016.4016.60
m/z 44.00 28.39%
5000
131.0
7o 178.0
= |
0 MHNMJhﬂuwwﬂum‘ﬂ_wmpwkwhwkuuwhu‘uu‘uu‘HH‘H RS

m/z--> 20 40 60 80 100120140160180200220240260280 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@93021\
Data File : VWO20269.D

Acqg On : 30 Sep 2021 14:54
Operator : SY/VA

Sample : M3973-14RE

Misc : 7.14g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.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|
unknown-01 12.963 4.3 ug/L 709 3 13.560 4130 25.0
unknown-02 14.048 1.8 ug/L 304 3 13.560 4130 25.0
unknown-03 14.560 1.3 ug/L 222 3 13.560 4130 25.0
unknown-04 14.627 1.3 ug/L 212 3 13.560 4130 25.0
unknown-05 14.700 2.1 ug/L 356 3 13.560 4130 25.0
unknown-06 14.792 1.4 ug/L 237 3 13.560 4130 25.0
unknown-07 15.011 2.4 ug/L 396 3 13.560 4130 25.0
unknown-08 15.090 2.2 ug/L 358 3 13.560 4130 25.0
unknown-09 15.176 1.6 ug/L 265 3 13.560 4130 25.0
unknown-10 15.840 1.6 ug/L 262 3 13.560 4130 25.0
unknown-11 16.383 1.6 ug/L 265 3 13.560 4130 25.0
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