LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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: VWO20242.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 80 rVvB 24498 40849 4.70%  3.152%
2 2.776 141 143 146 rVB2 308 296 0.03% 0.023%
3 2.897 157 163 173 rVB 13121 25813 2.97% 1.992%
4 3,032 183 185 187 rBV 209 215 0.02% 0.017%
5 3.178 205 209 212 rBV 183 269 0.03% 0.021%
6 3.208 212 214 219 rW2 189 208 0.02% 0.016%
7 3.288 225 227 229 rVB 290 237 0.03% 0.018%
8 3.471 255 257 259 rBV2 162 160 0.02% 0.012%
9 3.574 272 274 277 rBV2 255 188 0.02% 0.015%
106 3.690 290 293 295 rBV2 158 186 ©0.02% 0.014%
11 3.745 300 302 307 rVB2 146 192 0.02% 0.015%
12 3.909 327 329 333 rVB 189 182 0.02% 0.014%
13  4.031 340 349 361 rBV 20094 53109 6.11% 4.098%
14 4.184 371 374 377 rBV 164 180 0.02% 0.014%
15 4.348 398 401 403 rBV 182 145 0.02% 0.011%
16 4.495 424 425 428 rBV2 200 188 0.02% 0.015%
17 4.537 428 432 435 rVB2 150 168 ©0.02% 0.013%
18 4.617 442 445 447 rBV 209 260 0.03% 0.020%
19 4.940 489 498 506 rVB6 903 2935 0.34% 0.226%
20 5.007 506 509 510 rBV 166 177 0.02% 0.014%
21 5.153 531 533 535 rBV2 179 191 0.02% 0.015%
22 5.440 575 580 584 rBv2 491 1009 0.12% 0.078%
23 5.574 601 602 605 rBV 146 169 0.02% 0.013%
24 5.836 641 645 648 rBv2 187 314 0.04% 0.024%
25 5.964 660 666 672 rVB5 816 1725 0.20% 0.133%
26 6.220 707 708 711 rBV 226 175 0.02% 0.014%
27 6.897 818 819 823 rVB2 182 154 0.02% 0.012%
28 7.000 834 836 837 rBV 218 150 0.02% 0.012%
29 7.086 848 850 852 rBV2 349 328 0.04% 0.025%
30 7.183 860 866 873 rVB5 804 1751 0.20% ©0.135%
31 7.659 935 944 954 rVB 14455 36621 4.21% 2.826%
32 8.086 1012 1014 1019 rBV2 155 222 0.03% 0.017%
33 8.281 1038 1046 1059 rVB2 24929 67179 7.73% 5.184%
34 8.476 1076 1078 1081 rBvV2 184 160 0.02% 0.012%
35 8.848 1132 1139 1152 rVB 23148 45393  5.22% 3.503%

36 9.098 1170 11860 1196 rBV 450808 869218 100.00% 67.071%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 9.280 1203 1210 1218 rBV 13968 28835  3.32%  2.225%
38 9.390 1224 1228 1233 rBV5 591 1135 ©0.13% ©0.088%
39 9.463 1236 1240 1242 rBV2 212 321 0.04% 0.025%
40 9.610 1259 1264 1270 rVVv4 1003 1920 0.22% 0.148%
41  9.707 1277 1280 1282 rBV2 193 238 0.03% 0.018%
42 9.762 1282 1289 1296 rVB6 1607 2969 0.34% 0.229%
43  9.854 1301 1304 1305 rBV2 274 306 0.04% 0.0247%
44  9.896 1308 1311 1315 rBV3 412 562 0.06% 0.043%
45  9.957 1317 1321 1323 rVB3 438 495 0.06% 0.038%
46 9.988 1323 1326 1329 rBv2 659 978 0.11% 0.075%
47 10.036 1330 1334 1340 rVB2 3170 4977 ©.57% 0.384%
48 10.171 1355 1356 1358 rBV 209 185 ©0.02% 0.014%
49 10.213 1362 1363 1367 rVvV 287 300 0.03% 0.023%
50 10.329 1375 1382 1390 rBV 18443 34844 4.01% 2.689%
51 10.451 1398 1402 1404 rBV 300 442 0.05% 0.034%
52 10.506 1407 1411 1415 rBvV3 715 1000 0.12% 0.077%
53 10.585 1419 1424 1428 rBV3 1767 3208 0.37% 0.248%
54 10.670 1434 1438 1442 rVB4 1766 2794 0.32% 0.216%
55 10.866 1466 1470 1475 rVB3 2003 2879 0.33% 0.222%
56 10.939 1476 1482 1487 rVB4 2475 4692 0.54% 0.362%
57 11.036 1494 1498 1503 rBV3 654 1082 0.12% ©0.083%
58 11.152 1513 1517 1518 rBV2 294 446 0.05% 0.034%
59 11.231 1525 1530 1536 rVB2 4020 7321 0.84% 0.565%
60 11.280 1536 1538 1542 rBV3 466 588 0.07% 0.045%
61 11.335 1543 1547 1552 rVW4 1201 2129 0.24% 0.164%
62 11.390 1552 1556 1560 rVvV5 525 1203 0.14% 0.093%
63 11.439 1560 1564 1568 rVVv4 1470 2281 0.26% 0.176%
64 11.475 1568 1570 1573 rVWV 166 177 0.02% 0.014%
65 11.512 1573 1576 1580 rVB4 465 651 0.07% 0.050%
66 11.634 1590 1596 1603 rVB 9397 15900 1.83% 1.227%
67 11.713 1606 1609 1612 rBV2 431 443 0.05% 0.034%
68 11.804 1620 1624 1626 rBV2 368 479 0.06% 0.037%
69 11.878 1632 1636 1638 rBVS5 766 1055 0.12% 0.081%
70 11.975 1649 1652 1654 rVB2 183 159 0.02% 0.012%
71 12.048 1661 1664 1665 rBV 140 147 0.02% 0.011%
72 12.134 1676 1678 1679 rBV2 383 333 0.04% 0.026%
73 12.243 1694 1696 1698 rVWV 220 259 0.03% 0.020%
74 12.262 1698 1699 1701 rVB 315 171 0.02% 0.013%
75 12.359 1713 1715 1719 rBv4 456 467 0.05% 0.036%
76 12.463 1728 1732 1734 rVB2 231 294 0.03% 0.023%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 12.530 1741 1743 1746 rVB 182 162 0.02% 0.013%
78 12.640 1758 1761 1763 rBV2 106 142 0.02% 0.011%
79 12.694 1765 1770 1775 rVB2 3629 5879 0.68% 0.454%
80 12.780 1780 1784 1788 rV4 690 867 0.10% 0.067%
81 12.981 1816 1817 1820 rVB 218 188 0.02% 0.015%
82 13.170 1845 1848 1849 rBV 227 231 0.03% 0.018%
83 13.286 1865 1867 1869 rBV 194 183 ©0.02% 0.014%
84 13.560 1908 1912 1917 rBV2 1787 2614 0.30% 0.202%
85 13.694 1932 1934 1939 rBV2 224 295 0.03% 0.023%
86 13.853 1954 1960 1968 rVB4 1602 2768 ©.32% 0.214%
87 13.999 1981 1984 1986 rBV2 259 265 0.03% 0.020%
88 14.066 1992 1995 1997 rBV2 209 227 0.03% 0.018%
89 14.249 2023 2025 2027 rVB2 214 154 0.02% 0.012%
90 14.310 2033 2035 2038 rvv 304 255 0.03% 0.020%
91 14.383 2045 2047 2051 rBV3 199 311 0.04% 0.024%
92 14.499 2062 2066 2068 rBvV2 191 208 0.02% 0.016%
93 14.554 2072 2075 2077 rBV 314 312 0.04% 0.024%
94 14.712 2099 2101 2103 rBV 240 237 0.03% 0.018%
95 15.249 2187 2189 2192 rBV2 215 256 0.03% 0.020%
96 15.481 2226 2227 2229 rBV2 180 144 0.02% 0.011%
97 15.688 2259 2261 2263 rBV2 191 191 0.02% 0.015%
98 16.182 2340 2342 2345 rBV3 241 283 0.03% 0.022%
99 16.365 2370 2372 2373 rBvV2 347 191 0.02% 0.015%
100 16.767 2436 2438 2441 rBV3 261 222 0.03% 0.017%
Sum of corrected areas: 1295966

SFAMWLMO92121SMA.M Mon Oct 04 ©9:16:13 2021 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

01

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe92921\

: VWe20242.D

: 29 Sep 2021 20:32

: SY/VA

: M3974-03

: 6.51g/10mL/MSVOA_W/SOIL
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.M
. SFAM@1.0

: C:\Database\NIST20.L
LSCINT.P

Abundance TIC: VW020242.D\data.ms
400000
300000
200000
100000
2.355 8 4.031
0 F/\ 759/\37 03B1BB3S3. 43:5’3489(453 909" 4.1841. 3484498617 4.94103.153 5. 445)574 5.836964 6.220
\\‘\\\\‘\\\\‘\\\\‘\\\\ [ \‘Y_Y*\‘V*\ T \T‘\\'V_T \\‘ \‘\\\\ ‘\\\\‘\‘Y_T‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 360 3.80 4.00 4.20 440 460 4.80 5.00 5.20 540 5.60 5.80 6.00 6.20 6.40 6.60 6.80
Abundance TIC: VW020242.D\data.ms
9.098
400000
300000
200000
100000
8.281 8.848
7.659 9'230394:6 10.329 -
89.00084.83 8.086 8.476 . 9.60.9 CEREEGRRENL 71 31 0. ABIBR6 700186680 34524
0’\—“7—T T T T T T T‘—r/w\—v—‘y—v—v——v/\*‘—‘r‘ T T T L R T T T g\Lr‘T’?Q:v—v—/\f\j_rﬁA T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VW020242.D\data.ms
400000
300000
200000
100000
Bmmmmwaz 9813 1’3(286 13. 5&)6% 85&9&!5544@33%%4 712 15.24915.4815.688 16.18P6.365 16.7!
0 L T T T T T T Y—Y—r T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T
Time--> 12.00 12.50 1300 1350 1400 1450 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@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 1 unknown-01 Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
4.940 1.62 ug/L 2935 1,4-Difluorobenzene 8.848
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Krypton 84 Kr 007439-90-9 2
2 Ethanol, 2,2-dichloro- 114 C2H4C120 000598-38-9 2
3 Ethyl Chloride 64 C2H5C1 000075-00-3 1
4 2-Chloroethanol 80 C2H5C10 000107-07-3 1
5 1-Propanol, 3-chloro- 94 C3H7C10 000627-30-5 1
Abundance Scan 498 (4.940 min): VW020242.D\data.ms (-489) (-) m/z 49.00 100.00%
49.0 84.1
5000
352 L L I B R BRI A
4.60 4.80 5.00 5.20
H\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘\ H‘HH‘HH‘HH‘\H m/z 84.16 95-6900
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #1718: Krypton
84.0
5000 L I R B B B |
4.60 4.80 5.00 5.20
420 m/z 86.00 50.59%
\H‘\H\‘HH‘HH“\‘H\‘HH‘HH‘HHiHH‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #7953: Ethanol, 2,2-dichloro-
31.0
EEEmmEE ST
4.60 4.80 5.00 5.20
5000 m/z 51.10 32.94%
190 | 490 30 830 950 114.0
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #408: Ethyl Chloride R RARRR SN
28.0 4.60 4.80 5.00 5.20
m/z 35.20 24.71%
64.0
5000
49.0
150 | ‘ |
e iu‘lh‘m‘l“mq1“‘”‘mw‘m‘mwm‘mwm e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 (DEL) Alkane: Cyclic9.762 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
9.762 1.64 ug/L 2969 1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1l-ethyl-2-methyl-,... 84 C6H12 019781-68-1 27
2 10-Azido-1-decanethiol 215 C10H21N3S 1152113-44-4 17
3 1-Hexene 84 C6H12 000592-41-6 16
4 2-Butenal 70 C4H60 004170-30-3 10
5 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 9

Abundance Scan 1289 (9.762 min): VW020242.D\data.ms (-1282) (-) | m/z 55.00 100.00%

55.0
5000 m h m
L
! ‘ ‘ | 9.50 10.00
e e e e e e | M/z 70,100 67.23%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1711: Cyclopropane, 1-ethyl-2-methyl-, cis-
41.0
5000 . T 7 AM\ A‘ ‘A
69.0 9.50 10.00
m/z 41.00 51.82%
15.0 ‘ ‘
\‘\\\‘\‘\‘1\\‘ \\“\‘ ‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #92926: 10-Azido-1-decanethiol
41.0
- -
9.50 10.00
5000 m/z 55.90 44 . 26%
70.0
ey bl P50 1260 1580 186.0 215
m/z--> 0 20 40 60 80 100 120 140 160 180 200 A ﬂ
Abundance #1640: 1-Hexene T —
41.0 9.50 10.00
m/z 95.00 33.33%
5000
84.0
90 || ﬂ
I N 1
e e b
m/z--> 0 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 9
R.T. EstConc Area Relative to ISTD R.T.
10.036 2.74 ug/L 4977 1,4-Difluorobenzene 8.848
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Butadiene, 2-(chloroethenyl)- 114 C6H7C1 080297-56-9 9
2 Acetaldehyde, chlorodifluoro- 114 C2HC1F20 000811-96-1 7
3 2,3-Dinitrosobut-2-ene 114 C4H6N202 1000445-12-1 7
4 Thiophosgene 114 ccCl2s 000463-71-8 5
5 Ethanol, 2,2-dichloro- 114 C2H4C120 000598-38-9 4
Abundance Scan 1334 (10.036 min): VW020242.D\data.ms (-1330) ( m/z 79.00 100.00%
79.0
5000 42.0
113.9 — :
‘ ‘ 10.00
\\\‘\\\\‘\\\\‘\\}\‘l\l\\‘\‘\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\!\‘\\\ m/z 41.95 41-9200
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8411: 1,3-Butadiene, 2-(chloroethenyl)-
77.0
51.0
5000 AL icA)‘od :
27.0 :
114.0 m/z 81.20 28.00%
\\\‘]-ﬂ-\o\‘\\1\‘\!‘!‘!“\\\\“!‘\\\‘G‘ﬂ‘.\o\‘\wh\}\\\\‘\\9\\9‘.9\\\‘\‘\‘1\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #7961: Acetaldehyde, chlorodifluoro-
29.0
L
10.00
5000 510 00 m/z 51.08 27.67%
66.0 114.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8011: 2,3-Dinitrosobut-2-ene —
30.0 10.00
m/z 113.90 24.17%
84.0
5000
57.0 114.0
gl HB-O | 8.0
| Jo B | Ih |
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 4 unknown-03 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
10.506 1.57 ug/L 1000 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Hexadiene, 2-methyl- 96 C7H12 029212-09-7 9
2 6-Oxabicyclo[3.1.0]hexane 84 C5H80 000285-67-6 9
3 1-Propene, 2-methyl- 56 C4H8 000115-11-7 7
4 1-Butene 56 C4H8 000106-98-9 5
5 1-Butene 56 C4H8 000106-98-9 5
Abundance Scan 1411 (10.506 min): VW020242.D\data.ms (-1407) ( m/z 55.00 100.00%
55.0
41.0
5000
670 832 971 1
10 50
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ m/z 41.06 66 460
mi/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3245: 2,3-Hexadiene, 2-methyl-
41.0 81.0
67.0 96.0
53.0 \
5000 T T
27.0 10.50
m/z 97.10 37.89%
\\\‘\\\\’\\\\‘\\}\“\\\‘\‘l!‘\\\“‘\!\\‘\“\M\H‘\\\‘\}1\\\“\\‘\‘\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1624: 6-Oxabicyclo[3.1.0]hexane
410 990 |
27.0 i
10.50
5000 m/z 55.90 36.65%
83.0
T Ll e
SN VU e o R e S
miz--> 0 10 20 30 40 50 60 70 80 90 100 n ﬂ
Abundance #209: 1-Propene, 2-methyl- oy
41.0 10.50
m/z 83.20 36.02%
5000 56.0
27.0
“w‘H‘W‘H‘HJM“Hlm‘ﬂwm‘_‘H“H‘_‘H‘H‘W‘H .
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 5 (DEL) Alkane: Cyclic10.670 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.670 4.39 ug/L 2794  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 53
2 3-Hexene, 2,2-dimethyl-, (E)- 112 C8H16 000690-93-7 50
3 3-Hexene, 2,2-dimethyl-, (Z)- 112 C8H16 000690-92-6 50
4 Cyclopropane, [(1-propenyloxy)me... 112 C7H120 064340-98-3 38
5 3-Hexene, 2,2-dimethyl- 112 C8H16 003123-93-1 38
Abundance Scan 1438 (10.670 min): VW020242.D\data.ms (-1434) ( m/z 96.95 100.00%
97.0
55.1
112.0
5000 38.9 70.1 ¥ m
L |
‘ I ‘ 10.50 11.00
\\\’\\\\‘\\\\‘\\\\‘1\\\’\\\\‘\\\\‘\\\‘\“\\\\’\\\\‘\\\\‘\\\\‘\ m/z 55.19 79.3900
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7672: Cyclohexane, 1,2-dimethyl-, cis-
55.0
97.0
ol LAk
5000 T T T T T T T T
70.0 83.0 112.0 10.50 11.00
27.0 ' m/z 112.80  54.28%
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7645: 3-Hexene, 2,2-dimethyl-, (E)-
55.0 M
e e
83.0 10.50 11.00
5000 41.0 m/z 70.10 46.05%
270 69.0 70
‘ ‘ ‘ 112.0
\\\,1\4}\0\‘\\M“\u1{1‘\\\‘,‘\‘\M\‘\\\‘\l\uwMu,m\‘\m‘\m‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7650: 3-Hexene, 2,2-dimethyl-, (Z)- E I - I A
55.0 10.50 11.00
m/z 67.10 40.46%
83.0
5000
41.0
69.0 7.0
27.0 ‘ ‘ 112.0
H‘W‘HM‘LMHHMW‘WLHW‘mﬂ‘u‘_m‘w‘uw‘u‘uu“ —— —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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-04 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.036 1.70 ug/L 1082  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenal, (2)- 70 C4H60 015798-64-8 7
2 Cyclopropanecarboxaldehyde 70 C4H60 001489-69-6 7
3 Furan, 2,3-dihydro- 70 C4H60 001191-99-7 5
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 5
5 Cyclobutane 56 C4HS8 000287-23-0 4
Abundance Scan 1498 (11.036 min): VW020242.D\data.ms (-1494) ( m/z 41.00 100.00%
41.0 57.1
5000 70.0 ﬂ M m A
LB
11.00
P[P [T P P P T [ A e e e m/z 57.10 98.88%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #607: 2-Butenal, (2)-
41.0
70.0
5000 b i
11.00
27.0 m/z 43.00 69.83%
20 Il seo
H‘HH‘HH‘HH‘HHiHH‘HHHH ‘ \H‘\H\i\\\\i\\H‘\\H‘HHHH\‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #628: Cyclopropanecarboxaldehyde
WY
—
11.00
5000 70.0 m/z 70.00 47 .49%
29.0
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 A ﬂ
Abundance #619: Furan, 2,3-dihydro- it ‘
41.0 11.00
m/z 56.00 46.93%
70.0
5000
29.0
|| asosso M ﬂ
PP [T AP A [ T e e e AL e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 (DEL) Alkane: Cyclic11.231 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.231 11.51 ug/L 7321 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (2-methylbutyl)- 140 C10H20 053366-38-4 64
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 64
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 64
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 64
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 64
Abundance Scan 1530 (11.231 min): VW020242.D\data.ms (-1525) ( m/z 111.10 100.00%
1.1
69.0
5000 411
S I A
I \‘ | 8 \'9 e 00 oo
\\\‘\\\\‘\\\\‘\\\\"\\\\’\\\‘\’\\\\’\\ m/z 69.09 82-1900
miz-> 20 40 60 80 100 120 140
Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0
41.0 /\
5000 111.0 ”‘M ‘A"‘ I —
11.00 11.50
m/z 41.10 47.10%
84.0
\\\‘\M\\‘i“i\\H\‘\‘H‘\\"l\\\"\\‘}\’\\\1\4(").\0\
miz-> 20 40 60 80 100 120 140
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0 n N\ f\h A
LA v
11.00 11.50
5000 41.0 m/z 55.10 46.56%
mo || | | | s | o
miz--> 20 40 60 80 100 120 140 M M\ f\
Abundance #13262: Cyclohexane, 1,1,3-trimethyl- ﬂ‘m‘m‘ L —
111.0 11.00 11.50
69.0 m/z 56.00 28.61%
5000 41.0
o mo | mo | Mﬂ |
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.335 3.35 ug/L 2129  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexene, (Z)- 84 C6H12 007642-09-3 53
2 3-Hexene, (E)- 84 C6H12 013269-52-8 53
3 3-Hexene 84 C6H12 000592-47-2 53
4 3-Hexene, (E)- 84 C6H12 013269-52-8 53
5 3-Hexene, (Z)- 84 C6H12 007642-09-3 43

Abundance Scan 1547 (11.335 min): VW020242.D\data.ms (-1543) ( m/z 55.10 100.00%
55.1

5000 84.1
a1 69.0 I I\fwﬂ/\ ﬂ M/\ ‘ m
m ‘ | ‘ 11.00 11.50
L B B B o e m/z 84.10 46.15%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1652: 3-Hexene, (2)-
53.0
41.0 n
5000 84.0 — ——
27.0 69.0 11.00 11.50
m/z 69.00 34.45%
S RO 1| T
“w“‘\H“\‘le“wih“w‘“w‘w“‘\w“\‘
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1655: 3-Hexene, (E)- A
55.0
0 Lo )
11.00 11.50
5000 m/z 70.20 32.11%
27.0 600 40
15.0 ‘ ‘
H\‘J*w*‘l*w“ll“*‘UJk*v‘”H\“*w*““w*
m/z--> 10 20 30 40 50 60 70 80 90 A A
Abundance #1637: 3-Hexene T T
55.0 11.00 11.50
41.0 m/z 41.10 27.42%
5000 84.0
69.0
27.0 ‘ /\ A
m/z--> 10 20 30 40 50 60 70 80 90 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 (DEL) Alkane: Cyclic11.390 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.390 1.89 ug/L 1203  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 3
2 Cyclopropane, 1,2-dimethyl-, trans- 7@ C5H1@ 002402-06-4 3
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 3
4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 3
5 2-Pentene 70 C5H10 000109-68-2 3
Abundance Scan 1556 (11.390 min): VW020242.D\data.ms (-1552) ( m/z 70.10 100.00%
70.1
57.0
8000 41.2
6000
P v
4000 11.00 11.50
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HHHH‘HH‘HHHH‘HH‘\ m/z 57.09 78-0500
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #662: Cyclopropane, 1,2-dimethyl-, cis-
53.0
5000 42.0 700 ias L
27.0 11.00 11.50
m/z 41.20 72.36%
15.0
H‘HH‘H\i}HH‘HH‘l\1\‘\\H‘\”\}HM‘HHH\!} }\H‘\H.\‘HMHH\‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #665: Cyclopropane, 1,2-dimethyl-, trans-
(LT
(LA, dAl
11.00 11.50
5000 39.0 70.0 m/z 55.10  52.85%
27.0
150 JH Nl ‘
reprrrrprrrhrrprrre e R e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 ML\ n NA
Abundance #664: Cyclopropane, 1,2-dimethyl-, trans- ﬂ‘w‘ mial — A
55.0 11.00 11.50
m/z 43.00 38.21%
70.0
5000 42.0
27.0
15.0
S SNS—IT < SHUNT mwuuwwihuﬁﬁguumuwuw ‘m‘ qu\ﬂ
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 (DEL) Alkane: Cyclic11.439 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.439 3.59 ug/L 2281 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 86
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 86
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 83
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 78
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 72

Abundance Scan 1564 (11.439 min): VW020242.D\data.ms (-1560) ( m/z 111.00 100.00%
111.0

55.0 69.1
5000 41.0
125.8 LU |
‘ 11.50
rerprerr e b e e m/z 69.10  95.65%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13257: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
L A /\
5000 o L L
11.50
27.0 126.0 m/z 55.00  90.94%
BT,
\H’\H\‘\H\‘HH‘\H\‘HH‘HH’H\\‘HH‘HH‘\\H‘HH’HH’\H
miz--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.

55.0 o e \ fVNM\ f\ m/\ AM

41.0 11.50
5000 ITI/Z 40.95 47.10%
21.0 126.0
83.0
130 Mol S0
miz--> 10 20 30 40 50 60 70 80 90 100110120130 m i MM\]\
Abundance #13305: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. ‘A i A‘ ] ‘A 1
69.0 111.0 11.50
55.0 m/z 39.00 31.88%
5000 41.0
27.0 126.0
L moeg WL
‘HMH‘_HWH‘WHHM‘HMHW‘HWHH‘HHMH‘_HWH‘WH‘ i L L,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.878 1.66 ug/L 1055 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 4
2 Propane 44 C3H8 000074-98-6 4
3 Propane 44 C3H8 000074-98-6 4
4 1H-Pyrrole-2,5-dione 97 C4H3NO02 000541-59-3 3
5 Ethylene oxide 44 C2H40 000075-21-8 2
Abundance Scan 1636 (11.878 min): VW020242.D\data.ms (-1632) ( m/z 55.10 100.00%
55.1 96.9
8000
6000
wo [l
4000 39.2 T T ] '
11.50 12.00
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\ m/z 96.96 93.7800
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #90: Propane
29.0
5000 — A
11.50 12.00
44.0 m/z 43.95 47.85%
w | ]
\\\‘.\\\\‘\‘\‘\\‘\\!\"\\\\i‘l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #89: Propane
29.0
— ——
11.50 12.00
5000 m/z 72.90 45.93%
44.0
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #88: Propane I T
29.0 11.50 12.00
m/z 39.20 35.41%
5000
44.0
2o |l ] H
i —
e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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-©5 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
12.640 1.36 ug/L 142 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 1761 (12.640 min): VW020242.D\data.ms (-1758) ( m/z 43.80 100.00%
43.8
8000
—— —
6000 12,50 13.00
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 39.95 49.6900
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #81: Acetaldehyde
29.0
44.0
5000 —r —
\\‘\\\\‘\\}L‘l\\\‘\\z\%-ﬂ}}‘\\\\‘\\\\‘1!\\i\\\\‘\\\\
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #80: Acetaldehyde
29.0
44.0
5000
15.0
“_“w“:hl‘u“%4w‘u ‘H“_“‘M!‘i“‘w“u
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #79: Acetonitrile-d3
44.0
5000
T 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@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 13 (DEL) Alkane: Cyclic12.780 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.780 8.29 ug/L 867 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 32
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 9
3 1,5-Pentanediol, 3-methyl- 118 C6H1402 004457-71-0 9
4 2,6-Dimethyl-6-trifluoroacetoxyo... 254 C12H21F302 061986-67-2 9
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 9
Abundance Scan 1784 (12.780 min): VW020242.D\data.ms (-1780) ( m/z 69.10 100.00%
43.9 69.1
8000
125.0
6000
Ho— —
12.50 13.00
ek e b e e e M/z 43,90 93.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3749: Cyclopentane, ethyl-
41.0 69.0
55.0
5000 27.0 —
12 50 13.00
m/z 40.90 70.54%
| Al H ‘\\‘ 83.0 98.0
\H’\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3752: Cyclopentane, ethyl-
41.0 69.0 (\
Al
50 = 525 20 13.22 677
5000 ITI z . ]
27.0
| | 83.0
| i \
T e e e P e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 h h A
Abundance #10056: 1,5-Pentanediol, 3-methyl- L
41.0 55.0 12 50 13.00
m/z 125.00  61.24%
0.0
5000
,1010 N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.981 1.80 ug/L 188 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetonitrile-d3 44 C2D3N 002206-26-0 3
2 Propane 44 C3H8 000074-98-6 2
3 Ethyne, fluoro- 44 C2HF 002713-09-9 2
4 Carbon dioxide 44 C02 000124-38-9 2
5 Nitrous oxide 44 N20 010024-97-2 2
Abundance Scan 1817 (12.981 min): VW020242.D\data.ms (-1816) ( m/z 43.90 100.00%
69.1
5000
——
13.00
PP PP P [ T [P P e e e e e e e m/z 40.90 82.11%
m/z--> 0 5 101520 25 30 3540 45 50 55 60 65 70 75
Abundance #78: Acetonitrile-d3
44.0
5000 T
13.00
m/z 69.10 71.58%
180 300 |||
HH\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\H ‘HH‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 0 5 101520 25 30 3540 45 50 55 60 65 70 75
Abundance #89: Propane
29.0
13.00
5000
44.0
15.0
e e 370 S
miz--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #87: Ethyne, fluoro-
44.0
5000
31.0
13.0 24/0 ‘
‘ | ‘
T PP T T e R e e e e e e e
m/z--> 0 5 1015202530 35404550556065 7075
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 15 unknown-06 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.170 2.21 ug/L 231 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenamide 71 C3H5NO 000079-06-1 4
2 Acetaldehyde 44 C2H40 000075-07-0 2
3 Carbon dioxide 44 C0O2 000124-38-9 2
4 2-Propenamide 71 C3H5NO 000079-06-1 2
5 Ethyne, fluoro- 44 C2HF 002713-09-9 2
Abundance Scan 1848 (13.170 min): VW020242.D\data.ms (-1845) ( m/z 43.95 100.00%
44.0
8000
6000 57.0 71.1
—— —
2000 13.00 13.50 .
H‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H m/z 71.16 59.340
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #674: 2-Propenamide
27.0 44.0
71.0
55.0
5000 —r L
13.00 13.50
m/z 57.00 57.14%
16.0 ‘ ‘
H‘HH‘H\HHM‘H”}\ ulu\ﬁZ.HOM\ iHHHH}HH\‘H.\\‘H\\i\}\\‘\\\\‘\\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #80: Acetaldehyde
29.0
44.0
—— f—
13.00 13.50
5000 m/z 40.00 34.07%
15.0
H_HWHWJH“HHHH‘HH_HJMiHH_HWHH_HWHH_HWHH_
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #93: Carbon dioxide T ——
44.0 13.00 13.50
5000
16.0 28.0
L
P T T T [ T [ T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 16 unknown-07 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.286 1.75 ug/L 183 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 Nitrous oxide 44 N20 010024-97-2 2
4 Acetonitrile-d3 44 C2D3N 002206-26-0 2
5 Acetaldehyde 44 C2H40 000075-07-0 2
Abundance Scan 1867 (13.286 min): VW020242.D\data.ms (-1865) ( m/z 40.00 100.00%
40.0
8000
—— —
6000 13.00 13.50
e e e e m/z 41.10 59.78%
m/z--> 5 10 15 20 25 30 35 40 45 50
Abundance #87: Ethyne, fluoro-
44.0
5000 — !
13.00 13.50
950 510 m/z 44.00 51.09%
13.0
\\‘\\\\‘\‘\1\‘\\]-\9\-‘()\\\11\\\\‘\\\\‘\\\\‘\\! i\\\\‘\\\\
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #91: Carbon dioxide
44.0
—— —
13.00 13.50
5000
16.0 28.0
| 22.0 |
e e e e
miz--> 5 10 15 20 25 30 35 40 45 50
Abundance #94: Nitrous oxide
44.0
5000
30.0
14.0
S (TS (S
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@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.694 2.82 ug/L 295 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 3
2 Propane 44 C3H8 000074-98-6 3
3 Propane 44 C3H8 000074-98-6 3
4 Acetaldehyde 44 C2H40 000075-07-0 2
5 Acetonitrile-d3 44 C2D3N 002206-26-0 2
Abundance Scan 1934 (13.694 min): VW020242.D\data.ms (-1932) ( m/z 44.10 100.00%
441
8000
6000 —r— e
13.50 14.00
\\\\\\\\’\\\\’\\\\’\\\\’\\\\’HH‘HH‘HH‘HH‘\H ‘HH‘HH m/z 41.16 54.4600
m/z--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #90: Propane
29.0
5000 A T L
13.50 14.00
44.0 m/z 39.95 45.54%
150 H
\\\\\\\\’\\\\’HH’HH’HH’HH‘\H ‘HH‘HH“ 1\\‘\\\\‘\\\\
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #89: Propane
29.0
—— —
13.50 14.00
5000
44.0
150
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #88: Propane
29.0
5000
44.0
90,00 || a0
H‘H‘HW‘H,HH,HH,H‘WH‘WH‘“Hw‘ e
m/z--> 0O 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@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 18 unknown-08 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.999 2.53 ug/L 265 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propyne 40 C3H4 000074-99-7 5
2 Allene 40 C3H4 000463-49-0 5
3 Cyclopropene 40 C3H4 002781-85-3 5
4 Cyclobutane, methylene- 68 C5H8 001120-56-5 2
5 2,5-Furandione, dihydro-3-methyl... 112 C5H403 002170-03-8 2
Abundance Scan 1984 (13.999 min): VW020242.D\data.ms (-1981) ( m/z 41.10 100.00%
41.1 69.3
8000 A
‘ e
6000 14.00
\\‘H\\‘HH‘\\H‘HH‘HH‘HH‘HH H\‘H\\‘\\H‘\\H‘HH‘HH‘HH‘HH m/z 69.25 95.1600
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #53: Propyne
40.0
5000 1
14.00
m/z 39.10 83.87%
130  26.0 ‘M ‘
\\‘H\\‘HH‘HH‘HH‘HH‘HH‘\H H\\‘H\\‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #52: Allene
40.0
——
14.00
5000 m/z 40.00 83.87%
12.0 19.0 Zﬁ.o
1l Il ! |
e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #54: Cyclopropene —
39.0 14.00
5000
26.0 |
L | |
PP e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 19 unknown-09 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.066 2.17 ug/L 227 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 4
2 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 4
3 6-Nitro-8-methoxy-2H-chromene 207 C1OH9NO4 062063-07-4 2
4 Cyclohexane-1,3-dione, 2-allylam... 207 C12H17NO2 104926-37-6 2
5 Indolizine, 2-(4-methylphenyl)- 207 C15H13N 007496-81-3 2
Abundance Scan 1995 (14.066 min): VW020242.D\data.ms (-1992) ( m/z 207.30 100.00%
207.3
8000
35.8
72.9
6000 AL :
14.00
e e e e e e e m/z 35.80 71.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #850: Formamide, N,N-dimethyl-
44.0 730
5000 L :
14.00
15.0 m/z 72.90 65.79%
\\\H‘\‘M\\i“‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #847: Formamide, N,N-dimethyl-
44,0 73.0
T \
14.00
5000 m/z 44.00 46.05%
180“
WHM‘H‘ wm‘_‘!M‘mW‘H“m‘mwm‘mwm‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83476: 6-Nitro-8-methoxy-2H-chromene ——
207.0 14.00
5000
160.0
89.0
390 63.0 H 118.0 ‘
\H\‘H\\“\\“M“m\\‘\‘”‘H‘\‘\‘HH“‘\H‘\‘\“H\“HH“H‘M‘HH
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@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 20 unknown-10 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
14.249 1.47 ug/L 154 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Nitro-8-methoxy-2H-chromene 207 C1OH9NO4 062063-07-4 2
2 Indolizine, 2-(4-methylphenyl)- 207 C15H13N 007496-81-3 2
3 Propane 44 C3H8 000074-98-6 2
4 Propane 44 C3H8 000074-98-6 2
5 Ethyl 5-(furan-2-yl)-1,2-oxazole... 207 C1OH9NO4 1000411-40-9 2
Abundance Scan 2025 (14.249 min): VW020242.D\data.ms (-2023) ( m/z 207.10 100.00%
207.1
5000
44.0 1
14.00 14.50
T e e e e m/z 44.00  25.00%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #83476: 6-Nitro-8-methoxy-2H-chromene
207.C
5000 e —r—
160.0 14.00 14.50
89.0
39.0 63.0 H 118.0 ‘
\‘HH‘HH“H‘H\"‘UM‘\‘”‘H‘\‘\‘\\H“‘\H‘\‘\“\H“\H\“H‘M‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #84034: Indolizine, 2-(4-methylphenyl)-
207.C
5000
102.0 1280  165.0 |
R L ANARmNESEEENS s
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #89: Propane
29.0
5000
o Il
m/z--> 0 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@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 21 unknown-11 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.310 2.44 ug/L 255 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Nitro-8-methoxy-2H-chromene 207 C1OH9NO4 062063-07-4 2
2 1H-Pyrrole, 2,5-dihydro-1-nitroso- 98 C4H6N20 010552-94-0 2
3 2-Nonynoic acid 154 C9H1402 001846-70-4 2
4 Benzoxazol, 2,3-dihydro-2-thioxo... 260 C14H16N20S 339064-71-0 2
5 Indolizine, 2-(4-methylphenyl)- 207 C15H13N 007496-81-3 2
Abundance Scan 2035 (14.310 min): VW020242.D\data.ms (-2033) ( m/z 206.90 100.00%
35.9 206.9
5000
14.00 14.50
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 35.85 89.6100
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83476: 6-Nitro-8-methoxy-2H-chromene
207.0
5000
1600 /14'0040 9% 14'5702 73
89.0 m/z . .73%
390 63.0 H 118.0 ‘
\H\‘HH“\\‘H\““\‘i\‘\‘”‘H‘\‘\‘\H\“‘H\‘\‘\“H\“HH“H‘M‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3426: 1H-Pyrrole, 2,5-dihydro-1-nitroso-
41.0
- 5
14.00 14.50
5000 98.0 m/z 43.95 46.75%
67.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32099: 2-Nonynoic acid “ 7
41.0 14.00 14.50
81.0 m/z 39.80 15.58%
5000
18.0
A ‘ 109.0  154.0
e R ARARARE R P ——
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 22 unknown-12 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.383 2.97 ug/L 311 1,4-Dichlorobenzene-d4 13.560

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propen-1-amine, N-nitro- 102 C3H6N202 074386-81-5 2
2 Acetaldehyde 44 C2H40 000075-07-0 2
3 Acetaldehyde 44 C2H40 000075-07-0 2
4 Ethylene oxide 44 C2H40 000075-21-8 2
5 Ethylene oxide 44 C2H40 000075-21-8 2
Abundance Scan 2047 (14.383 min): VW020242.D\data.ms (-2045) ( m/z 81.10 100.00%
81.1
8000
6000 41.1
— ——
4000 14.00 14.50
R st T L m/z 41.10 60.44%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #4705: 2-Propen-1-amine, N-nitro-
28.0 39.0
55.0
- L
5000 14.00 14.50
m/z 43.95 29.67%
LR
H’HH‘HH‘HH’HH‘H T HH‘H\ ‘\H\‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #80: Acetaldehyde
29.0
44.0
— ——
14.00 14.50
5000
15.0
H“HWHAJHWHHHH‘HH_HwdupHWHWHH_HWHH_HWHH_HWHH_
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #81: Acetaldehyde
29.0
44.0
5000
15.0
HMHWHMMHWHHHH‘HH_waupHWHWHH_HWHHMHWHHMHWHH_
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VW@20242.D

Acqg On : 29 Sep 2021 20:32

Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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\SFAMWLM@92121SMA.M
. SFAM@1.0

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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
14.499 1.99 ug/L 208 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetonitrile-d3 44 C2D3N 002206-26-0 3
2 Acetonitrile-d3 44 C2D3N 002206-26-0 3
3 Propane 44 C3H8 000074-98-6 3
4 Cyclohexane-1,3-dione, 2-allylam... 207 C12H17NO2 104926-37-6 2
5 6-Nitro-8-methoxy-2H-chromene 207 C1OH9NO4 062063-07-4 2

Abundance Scan 2066 (14.499 min): VW020242.D\data.ms (-2062) ( m/z 44.00 100.00%
44.0 207.0
5000
——
14.50
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 297.06 89.2500
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #78: Acetonitrile-d3
44.0
5000 ﬂn i ﬂ '
14.50
'OM ‘ in
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #79: Acetonitrile-d3
44.0
5000
16.0
|
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88: Propane
29.0
5000
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@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.554 2.98 ug/L 312 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 3
2 Propane 44 C3H8 000074-98-6 3
3 Propane 44 C3H8 000074-98-6 3
4 Indolizine, 2-(4-methylphenyl)- 207 C15H13N 007496-81-3 2
5 Cyclohexane-1,3-dione, 2-allylam... 207 C12H17NO2 104926-37-6 2
Abundance Scan 2075 (14.554 min): VW020242.D\data.ms (-2072) ( m/z 43.95 100.00%
44.0
9000
8000
207.C
7000 UL \
‘ 14.50
\‘\\\\‘\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 267.06 72.3800
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #90: Propane
29.0
5000 T
14.50
m/z 40.00 66.67%
2.0’
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #89: Propane
29.0
T 7 \
14.50
5000 m/z 41.10 60.95%
o LU
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #88: Propane —
29.0 14.50
5000
|
m/z--> 0 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@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 25 unknown-13 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14.712 2.27 ug/L 237 1,4-Dichlorobenzene-d4 13.560
Hit# of 4 Tentative ID MW MolForm CASH# Qual
1 Indolizine, 2-(4-methylphenyl)- 207 C15H13N 007496-81-3 2

2 6-Nitro-8-methoxy-2H-chromene 207 C1OHONO4 062063-07-4 2

3 Ethyl 5-(furan-2-yl)-1,2-oxazole... 207 C1OHI9NO4 1000411-40-9 2
4 4-Methyl-2,4-bis(p-hydroxyphenyl... 412 C24H3602Si2 1000283-56-8 1

Abundance Scan 2101 (14.712 min): VW020242.D\data.ms (-2099) ( m/z 207.20 100.00%
207.2
40.0
5000 m
T ‘ T T ‘ T
14.50 15.00
R R R R S AR m/z 39.95 55.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84034: Indolizine, 2-(4-methylphenyl)-
207.0
5000 T ‘ T T ‘ T
14.50 15.00
m/z 206.70 54.46%
1020 1280 165.0 |
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83476: 6-Nitro-8-methoxy-2H-chromene
207.0
T ‘ T T ‘ T
14.50 15.00
5000
160.0
89.0
39.0 63.0 H 118.0 ‘
H\‘\H\“\\“i\“mi\‘\“’\\‘\‘\‘HH“H\‘\‘\“H\‘HH‘H‘H‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83488: Ethyl 5-(furan-2-yl)-1,2-oxazole-3-carboxylate
29.0
5000 95.0
135.0 207.0
51.0 162.0
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@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 26 unknown-14 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.249 2.45 ug/L 256 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 Carbon dioxide 44 CO2 000124-38-9 2
5 Nitrous oxide 44 N20 010024-97-2 2
Abundance Scan 2189 (15.249 min): VW020242.D\data.ms (-2187) ( m/z 43.90 100.00%
43.9
8000 206.8
—— —
6000 15.00 15.50
s B A B m/z 206.85 80.65%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #83898: Cyclohexane-1,3-dione, 2-allylaminomethylene-¢
550 800 207.0
5000 123.0 L — —
15.00 15.50
166.0
\\\\‘\H\\‘!l\\‘\\‘\\‘\‘\\\‘\\}\‘\!‘\\
miz--> 40 60 100 120 140 160 180 200
Abundance #84034.Indohane,2{44netthhenyD—
207.0
5000
1020 1280 1650 |
L L e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #83476: 6-Nitro-8-methoxy-2H-chromene
207.0
5000
160.0
89.0
390 63.0 H 118.0 ‘
H‘_m“:“H‘_"M‘HH“HH_‘m_m_m_m
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\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 27 unknown-15 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
15.481 1.38 ug/L 144  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 MDMA methylene homolog 207 C12H17NO02 1010386-32-2 2
5 Ethyl 5-(furan-2-yl)-1,2-oxazole... 207 C1OH9NO4 1000411-40-9 2
Abundance Scan 2227 (15.481 min): VW020242.D\data.ms (-2226) (| m/z 44.05 100.00%
44.0
8000
—
15.50
6ooot | 2288 m/z 206.80 57.99%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #84034: Indolizine, 2-(4-methylphenyl)-
207.0
5000 L
15.50
1020 1280 1650 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\f‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200
Abundance #83898: Cyclohexane-1,3-dione, 2-allylaminomethylene-t
550 800 207.0
5000 123.0
166.0
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #83476: 6-Nitro-8-methoxy-2H-chromene
207.0
5000
160.0
89.0
390 63.0 H 118.0 ‘
H“H“M“M? \‘\‘”‘\\‘\‘\ ‘HH“‘HM T w“wu“uu“u‘h‘um
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\VW@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 28 unknown-16 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.688 1.83 ug/L 191 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-1,2,4-Triazole, 3-ethyl-5-(5-... 208 C8H8N403 005019-57-8 3
2 Dithieno[2,3-c:3',2"'-e]pyridazin... 208 C8H4N20S2 051974-87-9 3
3 1H-Pyrazole, 4-iodo-3-methyl- 208 C4AH5IN2 015802-75-2 3
4 1-Propene, 2-(3-methylphenyl)-1-... 208 C16H16 1010138-72-6 3
5 Ethyl .alpha.-fluoro-4-methyl-ci... 208 C12H13F02 1000147-66-6 3
Abundance Scan 2261 (15.688 min): VW020242.D\data.ms (-2259) ( m/z 43.85 100.00%
43.9
208.0
8000
6000
P e
15.50 16.00
4000\\\\‘\\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\ m/z 268.09 84.2900
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85705: 1H-1,2,4-Triazole, 3-ethyl-5-(5-nitro-2-furanyl)-
208.0
56.0 /90 —— —
5000 178.0 15.50 16.00
124.0 ' m/z 206.90  50.00%
M\ 1 ‘ ‘159'0 ‘
\\\\‘\\\\‘\\\\‘\\\\"\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\ TT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85675: Dithieno[2,3-c:3',2'-e]pyridazine, 4-oxide
208.0
P e
15.50 16.00
45.0 o
5000 m/z 40.05 38.57%
163.0
134.0 ‘ |
T T T T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85448: 1H-Pyrazole, 4-iodo-3-methyl- —— —
208.0 15.50 16.00
5000
51.0
15.0 81.0
127.0 ‘
L |
RRRRRR RRaR R ARA R R R R e A
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@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 30 unknown-17 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
16.365 1.83 ug/L 191 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 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 Propane 44 C3H8 000074-98-6 4
Abundance Scan 2372 (16.365 min): VW020242.D\data.ms (-2370) ( m/z 44.00 100.00%
44.0
73.2
206.9
5000
ERERAEEEEE S
16.0016.2016.4016.60
A B R B o R m/z 73.20 65.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #848: Formamide, N,N-dimethyl-
44.0 730
5000
15.0 16.0016.2016.4016.60
m/z 206.95 54.47%
‘\\i“\\1‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #830: Propanamide
44.0
ERERAEEEEE S
16.0016.2016.4016.60
5000 73.0 m/z 41.00 48.78%
|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #831: Propanamide R E e A
44.0 16.0016.2016.4016.60
73.0
5000
w_h‘wm“HH,‘m_HwW_MW_MW
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@92921\
Data File : VW020242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 31 unknown-18 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.767 2.12 ug/L 222 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-(3-methylphenyl)-1-... 208 C1l6H16 1010138-72-6 7
2 1-Propene, 2-(2-methylphenyl)-1-... 208 C16H16 1000138-72-4 7
3 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 4
4 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 4
5 1-(2-Adamantylidene)semicarbazide 207 C11H17N30 065814-27-9 4

Abundance Scan 2438 (16.767 min): VW020242.D\data.ms (-2436) ( m/z 40.20 100.00%
40.2

208.1
8000 73.1
6000
e
4000 16.40  16.60
\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ TT m/z 298.19 87.2100
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85432: 1-Propene, 2-(3-methylphenyl)-1-phenyl-, (Z)-
208.0
115.0
91.0 178.0
e
5000 16.40 16.60
m/z 193.20 77.91%
NEUEE
\\\\‘\\\\‘\\\\‘\\\\‘\\}\“\\H\W“\‘\\\‘\\M\‘\‘\\\‘\\“\\‘\‘\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #85431: 1-Propene, 2-(2-methylphenyl)-1-phenyl-, (Z)-
1938.0
115.0
—
16.40 16.60
5000 91.0 m/z 44.00 74.42%
‘ ‘ 165.0
SN I O O O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #849: Formamide, N,N-dimethyl- — T
440 73.0 16.40 16.60
m/z 73.10 72.09%
5000
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92921\
Data File : VWO20242.D

Acqg On : 29 Sep 2021 20:32
Operator : SY/VA

Sample : M3974-03

Misc : 6.51g/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 4.940 1.6 ug/L 2935 1 8.848 45393 25.0
(DEL) Alkane: C... 9.762 1.6 ug/L 2969 1 8.848 45393 25.0
unknown-02 10.036 2.7 ug/L 4977 1 8.848 45393 25.0
unknown-03 10.506 1.6 ug/L loe0 2 11.634 15900 25.0
(DEL) Alkane: C... 10.670 4.4 ug/L 2794 2 11.634 15900 25.0
unknown-04 11.036 1.7 ug/L 1082 2 11.634 15900 25.0
(DEL) Alkane: C 11.231 11.5 ug/L 7321 2 11.634 15900 25.0
(DEL) Alkane: S 11.335 3.4 ug/L 2129 2 11.634 15900 25.0
(DEL) Alkane: C 11.390 1.9 ug/L 1203 2 11.634 15900 25.0
(DEL) Alkane: C 11.439 3.6 ug/L 2281 2 11.634 15900 25.0
(DEL) Alkane: S... 11.878 1.7 ug/L 1055 2 11.634 15900 25.0
unknown-05 12.640 1.4 ug/L 142 3 13.560 2614 25.0
(DEL) Alkane: C... 12.780 8.3 ug/L 867 3 13.560 2614 25.0
(DEL) Alkane: S... 12.981 1.8 ug/L 188 3 13.560 2614 25.0
unknown-06 13.170 2.2 ug/L 231 3 13.560 2614 25.0
unknown-07 13.286 1.8 ug/L 183 3 13.560 2614 25.0
(DEL) Alkane: S... 13.694 2.8 ug/L 295 3 13.560 2614 25.0
unknown-08 13.999 2.5 ug/L 265 3 13.560 2614 25.0
unknown-09 14.066 2.2 ug/L 227 3 13.560 2614 25.0
unknown-10 14.249 1.5 ug/L 154 3 13.560 2614 25.0
unknown-11 14.310 2.4 ug/L 255 3 13.560 2614 25.0
unknown-12 14.383 3.0 ug/L 311 3 13.560 2614 25.0
(DEL) Alkane: S... 14.499 2.0 ug/L 208 3 13.560 2614 25.0
(DEL) Alkane: S... 14.554 3.0 ug/L 312 3 13.560 2614 25.0
unknown-13 14.712 2.3 ug/L 237 3 13.560 2614 25.0
unknown-14 15.249 2.5 ug/L 256 3 13.560 2614 25.0
unknown-15 15.481 1.4 ug/L 144 3 13.560 2614 25.0
unknown-16 15.688 1.8 ug/L 191 3 13.560 2614 25.0
unknown-17 16.365 1.8 ug/L 191 3 13.560 2614 25.0
unknown-18 16.767 2.1 ug/L 222 3 13.560 2614 25.0
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