Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40822\

Data File : VW@22465.D

Acqg On : 08 Apr 2022 15:43

Operator : SY/VA

Sample : N2293-13

Misc : 6.32g/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

LSC Area Percent Report

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@22465.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 4 10 43 rVB 3667593 5790158 40.22% 16.295%
2 2.355 69 74 82 rBvV 125052 207442 1.44% 0.584%
3 2.495 93 97 104 rBV 21136 42380 0.29% 0.119%
4 2.885 156 161 170 rVB 73741 157195 1.09% 0.442%
5 3.690 287 293 297 rBV5 3289 8465 0.06% 0.024%
6 3.897 323 327 328 rBv4 1809 2399 0.02% 0.007%
7 4.019 335 347 359 rBV 128577 381148 2.65% 1.073%
8 4.129 360 365 372 rWw2 8930 25196 0.18% 0.071%
9 4,208 376 378 389 rVB1o 4144 9218 0.06% 0.026%
106 4.391 398 408 417 rBV3 9000 30473 0.21% 0.086%
11 4.916 486 494 506 rBV7 8394 29192 0.20% ©0.082%
12 5.086 520 522 525 rBv3 1340 1692 0.01% 0.005%
13 5.361 563 567 569 rv4 1571 1920 0.01% 0.005%
14 5.403 572 574 577 rW4 1330 1830 0.01% 0.005%
15 5.440 577 580 582 rVW4 1459 1915 0.01% 0.005%
16 5.574 592 602 607 rVvVvie 2581 8174 0.06% 0.023%
17 5.800 636 639 644 rVBS 1692 2705 0.02% 0.008%
18 5.952 653 664 669 rBV1e 5008 14041 0.10% ©0.040%
19 6.068 681 683 685 rBvV2 1514 1985 0.01% 0.006%
20  6.226 708 709 715 rVB5S 1503 1981 0.01% 0.006%
21  6.299 715 721 722 rBV4 1851 2277 0.02% 0.006%
22 6.324 722 725 730 rVB5 1872 3004 0.02% 0.008%
23  6.610 767 772 774 rBV6 1531 2875 0.02% 0.008%
24  6.720 786 790 793 rBV6 1384 2125 0.01% 0.006%
25 6.982 830 833 834 rBV3 2321 1968 0.01% 0.006%
26 7.074 842 848 860 rBV 36683 107153 ©0.74% 0.302%
27 7.171 860 864 874 rVB 9736 25331 0.18% 0.071%
28 7.531 915 923 925 rBV7 2233 4833 0.03% 0.014%
29 7.647 933 942 952 rBV 216648 531610 3.69% 1.496%
30 7.903 975 984 988 rBvVi1e 5985 18178 ©.13% 0.051%
31 8.159 1024 1026 1032 rVB7 2684 3900 0.03% 0.011%
32 8.275 1035 1045 1047 rBV 397194 780785 5.42% 2.197%
33 8.323 1048 1053 1063 rVB 985333 2233241 15.51% 6.285%
34 8.567 1089 1093 1097 rVB5 3526 5722 0.04% 0.016%
35 8.701 1109 1115 1126 rVB6 6966 15866 0.11% 0.045%
36 8.842 1129 1138 1149 rBV 408182 802965 5.58% 2.260%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40822\
Data File : VWO22465.D

Acqg On : 08 Apr 2022 15:43
Operator : SY/VA

Sample : N2293-13

Misc : 6.32g/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 9.043 1165 1171 1183 rBV3 18776 49027 0.34% 0.138%
38 9.275 1200 1209 1219 rBV 310353 657910 4.57% 1.852%
39 9.500 1243 1246 1253 rVB7 4098 8386 0.06% 0.024%
40 9.610 1260 1264 1268 rVB7 2063 3378 0.02% 0.010%
41  9.659 1268 1272 1275 rBV6 1984 3340 0.02% 0.009%
42 9.701 1276 1279 1284 rVVe6 3525 5883 0.04% 0.017%
43 9.768 1288 1290 1291 rVvv2 2039 1868 0.01% 0.005%
44  9.817 1292 1298 1305 rVB7 7558 17536 0.12% 0.049%
45  9.963 1314 1322 1328 rBV 346351 653169 4.54%  1.838%
46 10.037 1328 1334 1341 rVB 159334 292710 2.03% 0.824%
47 10.213 1358 1363 1366 rBV 7332 12004 0.08% 0.034%
48 10.323 1373 1381 1386 rBV 596409 1046226 7.27%  2.944%
49 10.384 1386 1391 1400 rVV2 462872 840359 5.84% 2.365%
50 10.469 1400 1405 1415 rVB5 25660 71966 0.50% 0.203%
51 10.579 1416 1423 1430 rVV 100805 178080 1.24% 0.501%
52 10.713 1438 1445 1459 rVB 222799 417732 2.90% 1.176%
53 10.860 1465 1469 1473 rVB 11888 15782 0.11% 0.044%
54 10.921 1473 1479 1485 rBV 177302 308710 2.14% 0.869%
55 11.e61 1497 1502 1514 rVB2 32727 59648 0.41% 0.168%
56 11.177 1517 1521 1527 rVB5 6094 9082 0.06% 0.026%
57 11.292 1533 1540 1550 rBV 90151 167503 1.16% 0.471%
58 11.372 1550 1553 1556 rBvV3 4659 6741 0.05% 0.019%
59 11.475 1566 1570 1574 rBV5 3099 5334 0.04% 0.015%
60 11.555 1579 1583 1587 rVB6 4174 6978 0.05% 0.020%

61 11.658 1587 1600 1608 rBV 7924011 14396928 100.00% 40.517%

62 11.835 1620 1629 1638 rVB3 23815 59827 0.42% 0.168%
63 12.158 1678 1682 1690 rVB2 17958 34062 0.24% 0.096%
64 12.347 1708 1713 1716 rBV6 5517 9845 0.07% ©0.028%
65 12.463 1727 1732 1737 rVB6 5658 9907 0.07% 0.028%
66 12.597 1749 1754 1759 rBV3 9166 19493 0.14% ©.055%
67 12.658 1759 1764 1765 rW 93297 127178 0.88% ©.358%
68 12.689 1765 1769 1775 rVB 258251 440538 3.06% 1.240%
69 12.890 1794 1802 1807 rBV 93940 181140 1.26% ©.510%
70 13.115 1833 1839 1846 rBv4 71085 135932 0.94% ©.383%
71 13.182 1846 1850 1856 rVB5 14201 23594 0.16% ©0.066%
72 13.249 1856 1861 1864 rBV 16316 27385 0.19% 0.077%
73 13.292 1864 1868 1874 rVB6 19145 42600 0.30% 0.120%
74 13.365 1875 1880 1885 rBV2 32622 61076 ©.42% 0.172%
75 13.457 1891 1895 1898 rBV6 3264 5748 ©.04% 0.016%
76 13.499 1898 1902 1904 rVV5 7817 12064 ©0.08% 0.034%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40822\
Data File : VWO22465.D

Acqg On : 08 Apr 2022 15:43
Operator : SY/VA

Sample : N2293-13

Misc : 6.32g/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 13.554 1904 1911 1919 rVV 697814 1153749 8.01% 3.247%
78 13.640 1920 1925 1934 rVB2 76571 138608 ©0.96% 0.390%
79 13.853 1953 1960 1971 rVV3 1025989 1979703 13.75% 5.571%
80 13.944 1972 1975 1980 rVB3 8918 11638 ©0.08% 0.033%
81 14.200 2011 2017 2023 rBV6 11158 22676 0.16% 0.064%
82 14.426 2050 2054 2056 rBV4 5620 8878 0.06% 0.025%
83 14.463 2056 2060 2065 rVV5 15977 25411 ©0.18% 0.072%
84 14.694 2093 2098 2100 rBVS5 7796 12917 ©.09% 0.036%
85 14.737 2100 2105 2109 rVVW7 12496 23585 0.16% 0.066%
86 14.786 2109 2113 2121 rVV5 12076 25279 0.18% 0.071%
87 14.956 2136 2141 2146 rBV7 5901 12187 ©.08% 0.034%
88 15.060 2154 2158 2161 rBV6 11418 19394 0.13% 0.055%
89 15.316 2196 2200 2203 rBVe6 3545 5699 0.04% 0.016%
990 15.359 2203 2207 2212 rVV2 15743 28736 0.20% 0.081%
91 15.420 2212 2217 2221 rVB3 11070 18093 ©0.13% 0.051%
92 15.737 2261 2269 2281 rBV3 98211 222927 1.55% 0.627%
93 16.170 2333 2340 2348 rBV3 8834 22416 0.16% ©.063%
94 16.267 2348 2356 2363 rBV9 12600 29324 0.20% ©.083%
95 16.365 2369 2372 2379 rVB9 5972 11105 ©0.08% 0.031%
96 16.438 2379 2384 2389 rBV9 9915 22814 0.16% 0.064%
97 16.535 2398 2400 2404 rVB5 2227 2909 0.92% 0.008%
98 16.578 2404 2407 2409 rBV3 1958 2542 0.02% 0.007%
99 16.639 2410 2417 2423 rVV8 9343 24124 0.17% 0.068%
100 16.730 2427 2432 2438 rVB9 8723 20218 0.14% 0.057%
Sum of corrected areas: 35532943
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\ViWe40822\

: VWOe22465.D

: 08 Apr 2022 15:43

: SY/VA

¢ N2293-13

: 6.32g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40722SMA.M

Quant Title

TIC Library

. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

o

TIC: VW022465.D\data.ms

.965

2.355 495 2.885 3.690 3.897039%p9084.391 4.9165.086 5EBAM574 5.808.95068. 828  6.660720

Time-->
Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

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

TIC: VW022465.D\data.ms
11.658

8.323

0
Time-->
Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->

106234
8.2 8.842 9
6.9BO74TL 7.53;9@7 7903 8.159’!(%7 8.56.701/\ 9,043 ?’2‘75‘9.5‘)99193‘7%-38‘%70.‘21‘ _i@@?i&%%%am&}i@?ﬁz}? 55| 11.¢

I T
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
TIC: VW022465.D\data.ms

13.853
13.554

12.1582.3@41@33@%32-8901313Mm3£@§40 [1\5.944 14.2001284426311493%61.956060 1533620 15.737 16.16 PEIBERGBTRI 3
‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40822\
Data File : VW@22465.D

Acqg On : 08 Apr 2022 15:43
Operator : SY/VA

Sample : N2293-13

Misc : 6.32g/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.
1.965 180.27 ug/L 5790160 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 59
3 Cyclopropane 42 C3H6 000075-19-4 10
4 Cyclopropene 40 C3H4 002781-85-3 10
5 Cyclopropane 42 C3H6 000075-19-4 7
Abundance  Scan 10 (1.965 min): VW022465.D\data.ms (-4) (-) m/z 40.95 100.00%
41.0
5000 A¥
T
2.002.102.202.302.40
0o Rt 9% m/z 39.00 78.23%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #61: Propene
41.0
5000 T T T T[T T T T[T T T T[T T T T TTT
2.002.102.202.302.40
m/z 42.10 65.70%
15.0‘
0 \“H\“\‘i\‘ui ‘HH‘HH‘\H\‘HH‘HH‘\\H‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #62: Propene
41.0
AR R
2.002.102.202.302.40
5000 m/z 39.95 26.81%
15.0
0 \‘m‘”m‘m T T T T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #64: Cyclopropane RN R
42.0 2.002.102.202.302.40
m/z 38.00 21.14%
5000
14.0
0 ‘\“”M‘\”“ R R B A R R e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.002.102.202.302.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40822\

Data File : VW@22465.D

Acqg On : 08 Apr 2022 15:43
Operator : SY/VA

Sample : N2293-13

Misc : 6.32g/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 Benzenethanamine,4-methoxy-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

205 132 ugL 42380 1,4-Difluorobenzene 8.842
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzenethanamine,4-methoxy-.alph... 165 C10H15NO

023239-32-9 50

2 3-Methoxyamphetamine 165 C10H15NO 017862-85-0 40
3 Norpseudoephedrine 151 C9H13NO 036393-56-3 33
4 Brolamfetamine 273 C11H16BrNO2 064638-07-9 33
5 dl-Alanine 89 C3H7NO2 000302-72-7 9

Abundance  Scan 97 (2.495 min): VW022465.D\data.ms (-93) (-)

m/z 44.00 100.00%

44.0
5000
R R R R
78.1 110.8 143.8 177.9 211.0239.5 : 2:20 2:40 260 2.60
obdbnpiicirm i 1438 1709 21102395 294 n/z 43.00 50.83%
m/z--> 40 60 80 100120140160180200220240260280
Abundance #40553: Benzenethanamine,4-methoxy-.alpha.-methyl-(.-
44.0
5000 UL L B I N AL LR
2.20 2.40 2.60 2.80
122.0 m/z 42.00 20.21%
obi 8% | 1650
H‘ \H‘H\\‘HH‘HH‘HH‘HH‘HH‘\\\\’\\H’HH‘HH‘HH‘HH‘\
m/z--> 40 60 80 100120140160180200220240260280
Abundance #40466: 3-Methoxyamphetamine
44.0
A RRRRREEA S
2.20 2.40 2.60 2.80
5000 m/z 41.00 5.05%
0 H9]T-O 121.0150.0
H‘H\H‘\‘\\\‘\\H‘HH‘”HH‘HH‘HH‘\\\\’HH’HH‘HH‘HH‘HH‘\
m/z--> 40 60 80 100120140160180200220240260280
Abundance #28913: Norpseudoephedrine e NAARRRARRNE RS R
44.0 2.20 2.40 2.60 2.80
m/z 44.95 2.60%
5000
oht (7010501340
P T T e e
m/z--> 40 60 80 100120140160180200220240260280 2.20 2.40 2.60 2.80

SFAMWLMO40722SMA.M Mon Apr 11 14:02:30 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40822\
Data File : VW@22465.D

Acqg On : 08 Apr 2022 15:43
Operator : SY/VA

Sample : N2293-13

Misc : 6.32g/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 Furan, tetrahydro-2,5-dimet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.043 1.53 ug/L 49027 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2,5-dimethyl-,... 100 C6H120 002144-41-4 86
2 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 83
3 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 72
4 2(3H)-Furanone, dihydro-5-methyl- 100 C5H802 000108-29-2 72
5 Furan, tetrahydro-2,5-dimethyl-,... 100 C6H120 038484-59-2 72

Abundance Scan 1171 (9.043 min): VW022465.D\data.ms (-1165) () m/z 56.00 100.00%

56.0
85.1
5000
37 ‘ 4061 1723 8.80 9.00 9.20 9.40
bl ey e @902 ES nsz 41,00 98.60%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4454: Furan, tetrahydro-2,5-dimethyl-, cis-
56.0 850
5000 L B B I AN
8.80 9.00 9.20 9.40
290 m/z 85.10 80.05%
O\\\‘\H\‘\\\‘ ‘\‘\\\‘\‘\\\"\\\\‘\\\\‘\\\\’\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #4439: Furan, tetrahydro-2,5-dimethyl-
56.0
85-0 \\\\‘\\\\‘\\\\‘\\\\’\\\
8.80 9.00 9.20 9.40
5000 m/z 43.00 77 .57%
27.0
[ e —
miz--> 20 40 60 80 100 120 140 160
Abundance #4438: Furan, tetrahydro-2,5-dimethyl- B A RRREN R
56.0 8.80 9.00 9.20 9.40
m/z 57.10 38.95%
85.0
5000
29.0
m/z--> 60 80 100 120 140 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40822\
Data File : VW@22465.D

Acqg On : 08 Apr 2022 15:43
Operator : SY/VA

Sample : N2293-13

Misc : 6.32g/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 2H-Pyran, tetrahydro-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.963  20.34 ug/L 653169 1,4-Difluorobenzene 8.842
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 95
2 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 90
3 Oxetane, 2-ethyl-3-methyl- 100 C6H120 053778-62-4 72
4 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 59
5 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 53

Abundance Scan 1322 (9.963 min): VW022465.D\data.ms (-1314) () m/z 85.10 100.00%

85.1
41.0
5000 m

H ‘ 10.‘00
ol Ml L L {2068 2447 286¢ ., 4165 51.80%
miz--> 50 100 150 200 250
Abundance #4428: 2H-Pyran, tetrahydro-2-methyl-
85.0
41.0 J\
5000

=
o
o
o

m/z 43.00 51.27%

0\‘\‘“\” ‘!\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250

S

Abundance #4435: 2H-Pyran, tetrahydro-2-methyl-
85.0
e
10.00
5000 m/Z 56.10 26.36%
41.0
m/z--> 50 100 150 200 250
Abundance #4401: Oxetane, 2-ethyl-3-methyl-
85.0 10.00
41.0 m/z 39.00  22.70%
0 O
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40822\
Data File : VW@22465.D

Acqg On : 08 Apr 2022 15:43
Operator : SY/VA

Sample : N2293-13

Misc : 6.32g/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 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 6 Thiophene, 2-ethyltetrahydro- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.890 3.93 ug/L 181140 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 94
2 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 90
3 Thiophane, propyl- 130 C7H14S 001551-34-4 72
4 Hydrazine, 1l-ethyl-1-(1-methylpr... 116 C6H16N2 020325-97-7 64
5 Thiophene, 2-butyltetrahydro- 144 C8H16S 001613-49-6 64

Abundance Scan 1802 (12.890 min): VW022465.D\data.ms (-1794) ( m/z 87.00 100.00%
87.0
5000
116.1 N
41.0 —
H ‘ ‘ 12.50 13.00
Ol e bR Rl Lo h 2466 2127 0 196,00 28.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9353: Thiophene, 2-ethyltetrahydro-
87.0
5000 P P
12.50 13.00
45.0 116.0 m/z 40.95 16.72%
O\1\5\.(‘)\‘\‘\\“‘\‘H\\M\‘H‘\‘\\‘\‘\H‘\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9354: Thiophene, 2-ethyltetrahydro-
87.0
. ——
12.50 13.00
5000 ITI/Z 45.00 16.53%
45.0 116.0
0brr |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15590: Thiophane, propyl- P ]
87.0 12.50 13.00
m/z 39.10 14.17%
5000
41.0 130.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40822\
Data File : VW@22465.D

Acqg On : 08 Apr 2022 15:43
Operator : SY/VA

Sample : N2293-13

Misc : 6.32g/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 7 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.115 2.95 ug/L 135932  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-3-furanthiol 114 C5H60S 028588-74-1 43
2 2-Methoxythiophene 114 C5H60S 016839-97-7 41
3 2(5H)-Thiophenone, 5-methyl- 114 C5H60S 007210-64-2 38
4 1-Propene, 1,1'-thiobis- 114 C6H1es 033922-80-4 38
5 Thiophene, 3-methoxy- 114 C5H60S 017573-92-1 35
Abundance Scan 1839 (13.115 min): VW022465.D\data.ms (-1833) (- m/z 114.05 100.00%
114.1
5000 39.0 85.1 /\
gt S
] 13.00 13.50
0 151.9 2073 n/z 99.10  66.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8098: 2-Methyl-3-furanthiol
114.0 J\
5000 3. OO SJ&
85.0 1 135 ]
43.0 m/z 39.05 45.99%
O\\\\‘\\\\““\‘\“H\H“\\‘\\"‘\“1\\‘\\\h‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8089: 2-Methoxythiophene
114.0
— —
550 13.00 13.50o
5000 ITI/Z 85.10 41.41%
27.0 | /81.0
0‘H‘_M‘ﬁ‘HJ‘H‘w‘H‘UH‘M“H‘H‘W“H‘H“_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8101: 2(5H)-Thiophenone, 5-methyl- ey =
114.0 13.00 13.50
m/z 79.10 37.66%
5000 86.0
59.0
0‘H“H‘wqﬂm‘HW1WHH\H‘h_‘u“u‘_‘u“u‘_“‘ R L
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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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\ViWe40822\

: VWOe22465.D

: 08 Apr 2022 15:43

: SY/VA

¢ N2293-13

: 6.32g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40722SMA.M

Quant Title

TIC Library

. SFAM@1.0

: 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

13.365

Hit# of 5

8 unknown-02 Concentration Rank 9

1 Butanal, ethylhydrazone
2 2-Ethyl-tetrahydropyran
3 Hexan-2,4-dione, enol

EstConc Area Relative to ISTD R.T.
1.32 ug/L 61076 1,4-Dichlorobenzene-d4 13.554
Tentative ID MW MolForm CASH# Qual
114 C6H14N2 051576-30-8 49
114 C7H140 1000386-40-1 47
114 C6H1002 1000202-23-9 47
4 3-Ethoxy-2-methylacroleine 114 C6H1002 042588-57-8 47
114 C6H14N2 019718-39-9 43

5 Propanal, propylhydrazone

Abundance Scan 1880 (13.365 min): VW022465.D\data.ms (-1875) (- m/z 85.00 100.00%

83.0
5000
1141
41.0
= R
“ ““ 155.0 o621 13.00 13.50
Ol b 1850 2628 10 9910 59.98%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #8316: Butanal, ethylhydrazone
30.0
5000
1300 1350
70.0 m/z 114.1@ 37.07%
O
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #8532: 2-Ethyl-tetrahydropyran
85.0 /\ f
13.00 13.50
5000 m/z 41.00 29.28%
57.0
| ‘ 114.0
o_wmMN\m_wluquWHW_WH_HW_H
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #8144: Hexan-2,4-dione, enol — —
43.0 850 13.00 13.50
m/z 39.00 25.16%
5000 114.0
15.0
o‘m“w‘H‘HJ‘“_m_‘m_WwwWm_m_m_www —~ s
m/z--> 0 20 40 60 80 100120140160180200220240260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40822\
Data File : VW@22465.D

Acqg On : 08 Apr 2022 15:43
Operator : SY/VA

Sample : N2293-13

Misc : 6.32g/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 Thiepane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.640 3.00 ug/L 138608 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiepane 116 C6H12S 004753-80-4 95
2 2H-Thiopyran, tetrahydro-4-methyl- 116 C6H12S 005161-17-1 49
3 1-Hexanol, 6-mercapto- 134 C6H140S 001633-78-9 47
4 2H-Thiopyran, tetrahydro-4-methyl- 116 C6H12S 005161-17-1 46
5 4H-Thiopyran-4-one, tetrahydro- 116 C5H80S 001072-72-6 25

Abundance Scan 1925 (13.640 min): VW022465.D\data.ms (-1920) - m/z 87.05 100.00%

67.1 87.0 116.1
5000
P —
13.50 14.00
0 1524 m/z 116.05  90.65%
miz--> 0 20 40 100 120 140 160
Abundance #9336 Thepane
87.0
116.0
5000 SSVAL S
13.50 14.00
‘ ‘ m/z 67.10 86.34%
0' \“\H‘\‘H\\‘\\’\\\"\\\\‘\\\\‘\\\
m/z--> 100 120 140 160
Abundance #9364 2H Thlopyran tetrahydro-4-methyl-
41.0 116.0
67 O T ‘ T T ‘ T
13.50 14.00
5000 ITI/Z 41.05 78.21%
0,
m/z--> 100 120 140 160
Abundance #17341.1—HexanoL 6-mercapto- — e
mo 67.0 870 13.50 14.00
m/z 39.05 59.69%
5000
116.0
miz--> 0 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40822\
Data File : VW@22465.D

Acqg On : 08 Apr 2022 15:43
Operator : SY/VA

Sample : N2293-13

Misc : 6.32g/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-@3 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.737 4.83 ug/L 222927 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-4-(1-propynyl)- 150 C9H7C1l 002809-65-6 43
2 2-Chloro-4,6-difluoro-pyrimidine 150 C4HC1F2N2 038953-30-9 22
3 Glutaric acid, 4-methoxy-2-methy... 344 C19H3605 1000359-41-7 14
4 Glutaric acid, isobutyl 2-(2-nit... 337 C17H23NO6 1000377-52-1 14
5 Glutaric acid, 2-(2-nitrophenyl)... 323 C16H21NO6 1000377-52-0 14
Abundance Scan 2269 (15.737 min): VW022465.D\data.ms (-2261) ( m/z 114.95 100.00%
115.0
67.0 150.1
5000
| e
0 ‘H““‘“W\”h”w \“\H\‘M‘L‘ " ‘d‘ | ‘M‘ . ‘2‘07"2‘ — ‘2‘8‘1"0‘ m/z ]._91.1@ 9.3.82%
miz--> 50 100 150 200 250 300
Abundance #28523: Benzene, 1-chloro-4-(1-propynyl)-
115.0
150.0
5000 oot S
15.50 16.00
m/z 150.05 76.14%
63.0 H
O T T T ‘h \“ \‘ T ‘M\ ‘ \“H\ T T “ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250 300
Abundance #27850: 2-Chloro-4,6-difluoro-pyrimidine
150.0
—4— 1
115.0 15. 50 16.00
5000 m/z 70.12%
70.0
31.0
miz--> 50 100 150 200 250 300
Abundance #253359: Glutaric acid, 4-methoxy-2-methylbutyl octyl esi
115.0 15 50 16 00
m/z 69.31%
5000
45.0
‘85-0 227.0
o O
m/z--> 100 150 200 250 300 15 50 16 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe40822\
Data File : VWO22465.D

Acqg On : 08 Apr 2022 15:43
Operator : SY/VA

Sample : N2293-13

Misc : 6.32g/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... 1.965 180.3 ug/L 5790160 1 8.842 802965 25.0
Benzenethanamin... 2.495 1.3 ug/L 42380 1 8.842 802965 25.0
Furan, tetrahyd... 9.043 1.5 ug/L 49027 1  8.842 802965 25.0
2H-Pyran, tetra... 9.963 20.3 ug/L 653169 1 8.842 802965 25.0
Thiophene, 2-et... 12.890 3.9 ug/L 181140 3 13.554 1153750 25.0
unknown-01 13.115 3.0 ug/L 135932 3 13.554 1153750 25.0
unknown-02 13.365 1.3 ug/L 61076 3 13.554 1153750 25.0
Thiepane 13.640 3.0 ug/L 138608 3 13.554 1153750 25.0
unknown-03 15.737 4.8 ug/L 222927 3 13.554 1153750 25.0
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