LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52324\
Data File : VWO28703.D

Acqg On : 23 May 2024 13:30
Operator : SY/MD

Sample : VIBLK448

Misc : 5.00g/10mL/MSVOA_W/SOIL/C

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\SFAMWLMO50224SMA .M
Title : SFAMO1.0

Signal : TIC: VWO28703.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.491 96 99 100 rBv2 1264 1090 3.86% 0.476%
2 2.582 112 114 118 rBVS 566 646 2.29% 0.282%
3 2.668 126 128 130 rVB2 833 704  2.49% 0.308%
4 2.716 134 136 139 rVW4 893 601 2.13% 0.263%
5 2.747 139 141 146 rVB3 1007 1375 4.87% 0.601%
6 2.789 146 148 153 rVB3 679 813 2.88% ©0.355%
7 2.838 153 156 159 rBV5S 742 1188 4.20% ©.519%
8 3.216 214 218 220 rBvV4 681 952  3.37% 0.416%
9 3.320 233 235 238 rVB3 788 665 2.35% 0.291%
10 3.363 238 242 244 rBV3 512 645 2.28% 0.282%
11  3.424 251 252 256 rBV3 503 721 2.55% ©0.315%
12 3.619 283 284 287 rBV2 737 621 2.20% 0.271%
13 3.673 291 293 296 rBV3 492 596 2.11% 0.261%
14 4.033 346 352 364 rVB6 4140 12547 44.40% 5.485%
15 4.234 381 385 387 rBVS 703 833 2.95% 0.364%
16 4.600 442 445 448 rBV4 657 814 2.88% 0.356%
17 4.710 461 463 466 rVv3 642 672 2.38% 0.294%
18 4.844 482 485 487 rBv4 779 683 2.42% ©0.299%
19 4.929 492 499 501 rBvS8 1800 4059 14.36% 1.774%
20 5.027 513 515 522 rVB4 690 1233  4.36% ©.539%
21 5.399 575 576 579 rVB3 718 565 2.00% 0.247%
22 5.478 587 589 591 rBv3 683 699 2.47% 0.306%
23 5.630 611 614 615 rVB3 851 665 2.35% 0.291%
24 5.667 619 620 622 rBV 965 619 2.19% 0.271%
25 5.826 644 646 650 rVB4 608 502 1.78% 0.219%
26 5.899 653 658 659 rBv4d 741 983 3.48% 0.430%
27 6.045 679 682 683 rBv2 711 830 2.94% 0.363%
28 6.100 688 691 693 rVB4 589 557 1.97% 0.243%
29 6.210 707 709 713 rVB4 912 987 3.49% 0.431%
30 6.264 716 718 720 rBV 525 501 1.77% 0.219%
31 6.423 739 744 745 rBV3 515 625 2.21% 0.273%
32 6.527 759 761 765 rVB 490 588 2.08% 0.257%
33 6.850 811 814 816 rvB3 723 732 2.59% 0.320%
34 7.118 852 858 861 rBV5 1454 3193 11.30% 1.396%
35 7.313 888 890 893 rvB3 659 552 1.95% 0.241%
36 7.453 911 913 916 rBv3 507 481 1.70% 0.210%

SFAMWLM@50224SMA.M Fri May 24 14:47:42 2024 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52324\
Data File : VWO28703.D

Acqg On : 23 May 2024 13:30
Operator : SY/MD

Sample : VIBLK448

Misc : 5.00g/10mL/MSVOA_W/SOIL/C

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\SFAMWLMO50224SMA .M
Title : SFAMO1.0
37 7.654 938 946 955 rvB2 5341 14638 51.79% 6.399%
38 7.734 955 959 960 rBV4 483 560 1.98% 0.245%
39 7.868 978 981 983 rBV2 742 871 3.08% 0.381%
40 7.984 998 1000 1004 rBV5 579 626 2.21% 0.274%
41  8.093 1015 1018 1021 rBV3 555 729 2.58% ©0.319%
42 8.124 1021 1023 1025 rVB3 675 640 2.26% 0.280%
43  8.282 1043 1049 1063 rVB4 8803 28262 100.00% 12.354%
44  8.563 1093 1095 1098 rVB3 579 519 1.84% 0.227%
45 8.599 1100 1101 1106 rVB2 652 902  3.19% 0.394%
46 8.715 1118 1120 1123 rBV2 422 499 1.77% 0.218%
47  8.746 1123 1125 1129 rVB3 546 607 2.15% 0.265%
48 8.776 1129 1130 1133 rBvV2 707 588 2.08% 0.257%
49 8.843 1134 1141 1148 rBV2 8254 17804 63.00% 7.782%
50 9.276 1205 1212 1221 rVB3 6921 16386 57.98% 7.163%
51 9.343 1221 1223 1225 rBV3 870 834 2.95% 0.365%
52 9.672 1275 1277 1280 rBV2 1003 741 2.62% 0.324%
53 9.703 1280 1282 1286 rVB4 520 5106 1.80% ©.223%
54 10.032 1334 1336 1338 rBV3 1685 1648 5.83% 0.720%
55 10.172 1356 1359 1360 rBv2 628 617 2.18% 0.270%
56 10.245 1367 1371 1372 rBV3 417 541 1.91% 0.236%
57 10.258 1372 1373 1378 rvv3 711 683 2.42% 0.299%
58 10.325 1378 1384 1392 rVwV 9696 19395 68.63% 8.478%
59 10.672 1439 1441 1443 rBvV2 573 677 2.40% 0.296%
60 10.928 1479 1483 1484 rBV3 687 790 2.80% 0.345%
61 11.379 1554 1557 1559 rBV4 584 601 2.13% 0.263%
62 11.489 1572 1575 1577 rBV2 709 882 3.12% 0.386%
63 11.629 1592 1598 1604 rBV 8727 16830 59.55% 7.357%
64 11.733 1612 1615 1617 rBV4 450 760  2.69% 0.332%
65 11.849 1631 1634 1637 rVB5 658 746 2.64% 0.326%
66 11.892 1637 1641 1643 rBV3 612 776 2.75% 0.339%
67 12.001 1657 1659 1662 rVB3 563 740  2.62% ©0.323%
68 12.044 1664 1666 1668 rBV2 813 625 2.21% ©0.273%
69 12.105 1675 1676 1679 rBV2 400 539 1.91% 0.236%
70 12.148 1682 1683 1687 rBV3 545 790  2.80% ©0.345%
71 12.282 1702 1705 1707 rVB3 562 693 2.45% ©0.303%
72 12.318 1707 1711 1715 rBV4 408 803 2.84% 0.351%
73 12.391 1719 1723 1724 rBV3 435 530 1.88% 0.232%
74 12.440 1729 1731 1734 rBV2 1184 1011 3.58% 0.442%
75 12.477 1734 1737 1738 rVB4 526 480 1.70% 0.210%
76 12.660 1765 1767 1768 rBV2 614 483 1.71% 0.211%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52324\
Data File : VWO28703.D

Acqg On : 23 May 2024 13:30
Operator : SY/MD

Sample : VIBLK448

Misc : 5.00g/10mL/MSVOA_W/SOIL/C

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\SFAMWLMO50224SMA .M
Title : SFAM@1.0
77 12.690 1768 1772 1780 rVV3 4424 7677 27.16%  3.356%
78 12.818 1790 1793 1797 rVB4 875 1219 4.31% 0.533%
79 12.855 1797 1799 1801 rBV2 634 799 2.83% 0.349%
890 12.995 1821 1822 1825 rBV3 447 490 1.73% 0.214%
81 13.147 1844 1847 1852 rBV4 900 1566 5.54% 0.685%
82 13.208 1854 1857 1859 rBV3 592 675 2.39% 0.295%
83 13.294 1867 1871 1875 rVB5 457 923 3.27% 0.403%
84 13.440 1892 1895 1898 rBV3 764 749  2.65% 0.327%
85 13.556 1908 1914 1921 rBV2 6023 11887 42.06% 5.196%
86 13.855 1957 1963 1972 rVB3 5349 10815 38.27% 4.727%
87 13.922 1972 1974 1978 rBvV4 586 1005 3.56% ©0.439%
88 13.983 1982 1984 1986 rBV3 535 501 1.77% ©0.219%
89 14.044 1992 1994 1995 rBV2 521 526 1.86% 0.230%
90 14.239 2023 2026 2028 rBV3 832 1038 3.67% 0.454%
91 14.452 2059 2061 2064 rVVv3 496 628 2.22% 0.275%
92 14.525 2071 2073 2076 rVB3 751 625 2.21% 0.273%
93 14.806 2116 2119 2120 rBV3 500 561 1.98% 0.245%
94 14.909 2135 2136 2138 rBV 802 670 2.37% 0.293%
95 15.208 2182 2185 2186 rBV3 793 738 2.61% 0.323%
96 15.281 2196 2197 2200 rBV2 754 701 2.48% 0.306%
97 15.549 2239 2241 2245 rVB3 818 771 2.73% 0.337%
98 15.665 2259 2260 2262 rBV2 854 742  2.63% 0.324%
99 15.793 2279 2281 2282 rBvV2 987 966 3.42% 0.422%
100 16.696 2427 2429 2432 rBvV4 759 606 2.14% 0.265%
Sum of corrected areas: 228771
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe52324\

: VWe28703.D

: 23 May 2024 13:30

: SY/MD

: VIBLK448

: 5.00g/10mL/MSVOA_W/SOIL/C
:1 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50224SMA .M
. SFAM@1.0

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

Abundance TIC: VW028703.D\data.ms
50000
40000
30000
20000
10000
4.033
3.238326R43.85673 4.234 4.6@107l41§1 %27 5.3907858865.8&9.@45@2@6.%%
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VW028703.D\data.ms
50000
40000
30000
20000
8.282 8.843 10.325 11.629
10000 7 654 9.276
vawAl}%§Z§la453 7328690803 8%56 343 9967@3 10.032 0.672 10.928 11.3791891\1.733
— T T T T T T T T — T T T —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VW028703.D\data.ms
50000
40000
30000
20000
10000 12,690 13556 13855
Baam 4@122 maszggaamaga 44 9ARBIA4.239 4145525 14 8009 15150881 1535905793 16.696
0 T T T T T
Time--> 1200 1250 1300 1350 1400 1450 1500 1550 1600 1650
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52324\
Data File : VW028703.D

Acqg On : 23 May 2024 13:30
Operator : SY/MD

Sample : VIBLK448

Misc : 5.00g/10mL/MSVOA_W/SOIL/C

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA.M
Quant Title : SFAM@1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.747 1.93 ug/L 1375 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoroacetic acid 78 C2H3F02 000144-49-0 4
2 2-Chloroethanol 80 C2H5C10 000107-07-3 4
3 Methan-d3-ol 35 CHD30 001849-29-2 3
4 Methan-d3-ol 35 CHD30 001849-29-2 3
5 2-Chloroethanol 80 C2H5CI10 000107-07-3 3
Abundance Scan 141 (2.747 min): VW028703.D\data.ms (-139) (-) m/z 40.00 100.00%
40.0
5000
482 607
 EREE s RAREaRREs
‘ ‘ ‘ ‘ 2.40 2.60 2.80 3.00
obrrrrerr e L L nz 3620 75.24%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1142: Fluoroacetic acid
=
33.0 43.0
5000 78.0 T T T T T T
61.0 2.40 2.60 2.80 3.00
m/z 35.50 37.14%
14.0 ‘
0 \\\H‘!\r‘\\swq HM“MH“\HWHH‘HH‘HH‘\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1197: 2-Chloroethanol
31.0
e ey
2.40 2.60 2.80 3.00
5000 m/z 60.70 35.71%
ol 120 *30510 610 80.0
e RS mmmma e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #46: Methan-d3-ol
33.0 2.40 2.60 2.80 3.00
m/z 42.00 35.24%
5000
18.0
0 ‘H“‘l"H‘1W1A:W‘““H“““W“““H“‘ AL AL
m/z--> 10 20 30 40 50 60 70 80 90 2 40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52324\
Data File : VW028703.D

Acqg On : 23 May 2024 13:30
Operator : SY/MD

Sample : VIBLK448

Misc : 5.00g/10mL/MSVOA_W/SOIL/C

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA.M
Quant Title : SFAM@1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknown-02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.027 1.73 ug/L 1233 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 3-chloro-2-hydroxypropanoate 138 C4H7C103 1000461-05-2 2
2 2-Pyrrolidinethione 101 C4H7NS 002295-35-4 2
3 2-Propenoyl chloride 90 C3H3Clo 000814-68-6 2
4 2-Butyne-1,4-diol, diformate 142 C6H604 036677-73-3 1
5 2-Methyl-1,5-pentanediamine 116 C6H16N2 015520-10-2 1

Abundance Scan 515 (5.027 min): VW028703.D\data.ms (-513) (-) m/z 39.95 100.00%

40.0
5000 50.5 123.0
; 81.9
R ARmmEE TR
‘ ‘ 4.80 5.00 5.20 5.40
o+ tk“‘,“““““‘ T m/z 36.85 72.26%
miz-> 20 40 60 80 100 120 140
Abundance #19646: Methyl 3-chloro-2-hydroxypropanoate
15.0
79.0
43.0
5000
4.80 5.00 5.20 5.40
m/z 36.30 63.23%
Lol
O ‘M \“\“\ } “ 1‘ \h‘\ ‘\“" L !w T \9\5‘\.0‘ T \1??.\0\ ]\-?\’8‘.0\\
miz--> 20 40 60 80 100 120 140
Abundance #4544 2-Pyrrolidinethione
40.0
101.0
A
4.80 5.00 5.20 5.40
5000 m/z 123.00 51.61%
73.0
B
oberee el b
miz--> 20 40 60 80 100 120 140
Abundance #2528: 2-Propenoyl chloride e
27.0 4.80 5.00 5.20 5.40
55.0
m/z 42.10 46.45%
5000
72.0 90.0
bl el 05 N8
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52324\
Data File : VW028703.D

Acqg On : 23 May 2024 13:30
Operator : SY/MD

Sample : VIBLK448

Misc : 5.00g/10mL/MSVOA_W/SOIL/C

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA.M
Quant Title : SFAM@1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknown-@3 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.818 2.56 ug/L 1219 1,4-Dichlorobenzene-d4 13.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Furandicarboxylic acid 156 C6H405 003387-26-6 9
2 2-Bromo-3-methoxy-4-nitropyridine 232 C6H5BrN203 1000444-83-2 9
3 (Carbomethoxymethyl)dimethylsulf... 214 C5H11Br02S 020986-22-5 9
4 3-Nitro-1-nitromethyl-1H-[1,2,4]... 173 C3H3N504 1000295-50-4 9
5 Ethanone, 2-azido-1-(4-methyl-3-... 182 C5H6N602 1000270-71-4 9
Abundance Scan 1793 (12.818 min): VW028703.D\data.ms (-1790) ( m/z 37.85 100.00%
37.9
69.1
5000 235.¢ M nm
12.50 13.00
o'yt m/z 36.70 86.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33304: 3,4-Furandicarboxylic acid
29.0
112.0
5000
66.0 156.0 12.50 13.00
m/z 35.50 79.05%
0' ‘\\“’H\U‘\‘\‘H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #114169: 2-Bromo-3-methoxy-4-nitropyridine
15.0 171.0
i ——
12.50 13.00
5000 m/z 58.70 72.38%
(I aan:
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92470: (Carbomethoxymethyl)dimethylsulfonium bromid i HlL AL,
61.0 12.50 13.00
m/z 69.10 68.57%
5000 120.0
94.0
35.0
N
0\u\‘u‘uq‘u\\i‘\m,\M\‘\1‘”““u\\‘u1‘\‘\m‘\m‘\m‘\m‘\ ‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52324\
Data File : VW@28703.D

Acqg On : 23 May 2024 13:30

Operator : SY/MD

Sample : VIBLK448

Misc : 5.00g/10mL/MSVOA_W/SOIL/C

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA .M
. SFAM@1.0

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 unknown-04 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.855 1.68 ug/L 799 1,4-Dichlorobenzene-d4 13.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid-d3 63 C2HD302 001112-02-3 9
2 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 9
3 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 5
4 Ethene, 1,2-difluoro- 64 C2H2F2 001691-13-0 3
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 3

Abundance Scan 1799 (12.855 min): VW028703.D\data.ms (-1797) ( m/z 63.80 100.00%
45.7 63.8
55.0
35.8
5000
12.50 13.00
O e e e e e e e m/z 45.70  93.75%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #401: Acetic acid-d3
46.0
63.0
5000
12.50 13.00
m/z 41.80 90.00%
18.0
0 00 400
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H‘HH‘HH‘HH‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #405: Ethene, 1,1-difluoro-
64.0
45.0
12.50 13.00
5000 310 m/z 62.90  86.25%
14.0
‘ 25.0
51.0
0‘W‘HwﬂEWHH‘HJH‘HMMW‘kulme‘HH_‘H_w Frerer
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 ﬂﬂ A n
Abundance #403: Ethene, 1,1-difluoro- 1 m ﬂ e ‘n
64.0 12.50 13.00
45.0 m/z 44.90  83.75%
5000 31.0
14.0
) 25.0 51.0
Ot e e T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52324\
Data File : VW028703.D

Acqg On : 23 May 2024 13:30
Operator : SY/MD

Sample : VIBLK448

Misc : 5.00g/10mL/MSVOA_W/SOIL/C

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA.M
Quant Title : SFAM@1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 unknown-©5 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.147 3.29 ug/L 1566 1,4-Dichlorobenzene-d4 13.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetraborane(10) 54 B4H1e 018283-93-7 37
2 Sulfur dioxide 64 02S 007446-09-5 9
3 Acetic acid, chloro- 94 C2H3Cl102 000079-11-8 8
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 5
5 Methane, chloromethoxy- 80 C2H5CI1O0 000107-30-2 4
Abundance Scan 1847 (13.147 min): VW028703.D\data.ms (-1844) ( m/z 35.85 100.00%
35.9 63.7 83.7
48.4
5000
—— .
13.00 13.50
Ol L m/z 63.70 98.84%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #151: Tetraborane(10)
480
5000 i — L
35.0 13.00 13.50
11.0 m/z 83.70 94.19%
Lz Ll
0\\\\}1\\\‘\‘1‘“\‘{‘\\\“}‘\\ 1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #416: Sulfur dioxide
48.0 64.0
R B
13.00 13.50
5000 m/z 45.10 89.53%
32.0
O
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2829: Acetic acid, chloro-
50.0 13.00 13.50

m/z 37.10 86.05%

5000
14.0 29.0
‘ ‘ 77.0 94.0
0 H\\‘1‘\M‘H\!‘MM‘\“\!\‘! ‘\‘\\\‘\\\\‘\\\‘\‘\\\\‘\}\\‘\\\

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52324\
Data File : VW028703.D

Acqg On : 23 May 2024 13:30
Operator : SY/MD

Sample : VIBLK448

Misc : 5.00g/10mL/MSVOA_W/SOIL/C

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA.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-06 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.294 1.94 ug/L 923 1,4-Dichlorobenzene-d4 13.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Allene 40 C3H4 000463-49-0 5
2 Mercaptamine 77 C2H7NS 000060-23-1 5
3 Hydroperoxide, pentyl 104 C5H1202 000074-80-6 3
4 Acetic acid, hydroxy-, ethyl ester 104 C4H803 000623-50-7 3
5 Acetic acid, mercapto- 92 C2H402S 000068-11-1 2
Abundance Scan 1871 (13.294 min): VW028703.D\data.ms (-1867) ( m/z 39.95 100.00%
40.0
73.2
104.4
5000 55.2
—— —
13.00 13.50
Obrrrrer bl L miz 73.20 68.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #52: Allene
40.0
5000 \ : n | IELE
13.00 13.50
m/z 104.40 61.60%
12HO 2?.0 ‘
O \\\‘\‘\\\‘i\}\\‘\\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1129: Mercaptamine
30.0
—— o
13.00 13.50
5000 m/z 35.80 55.20%
42.0
‘ ‘ 59‘-0 77.0
0 Y ] 11
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5370: Hydroperoxide, pentyl i .
29.0 13.00 13.50
m/z 45.80 55.20%
41.0
5000
17.0
55.0
69.0
0 104.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52324\
Data File : VW028703.D

Acqg On : 23 May 2024 13:30
Operator : SY/MD

Sample : VIBLK448

Misc : 5.00g/10mL/MSVOA_W/SOIL/C

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA.M
Quant Title : SFAM@1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 unknown-07 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.922 2.11 ug/L 1005 1,4-Dichlorobenzene-d4 13.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chloroacetic acid, propyl ester 136 C5H9C102 005396-24-7 9
2 1-Hexen-4-yne, 3-ethylidene-2-me... 120 C9H12 076003-39-9 9
3 Ethanethiol 62 C2H6S 000075-08-1 7
4 Ethanethiol 62 C2H6S 000075-08-1 7
5 4-Nonyne 124 C9H16 020184-91-2 5
Abundance Scan 1974 (13.922 min): VW028703.D\data.ms (-1972) ( m/z 44.00 100.00%
44.0 73.2
5000 94.8 120.0
——
14.00
O+ e e e e e e e e e m/z 73.20 100.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #18430: Chloroacetic acid, propyl ester
43.0 77.0
5000
95.0 14.00
57.0 m/z 40.00 71.05%
0 \H‘\\H‘\\2\\9‘9}\“\!‘\}i‘l\\‘\“\}‘H‘H\1‘HH“\‘\1‘\‘\]\-\\9‘\(\)\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10750: 1-Hexen-4-yne, 3-ethylidene-2-methyl-
39.0
70 105.0 120.0 —
14.00
5000 910 m/z 36.20 62.28%
0 zsww\ T N Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 A
Abundance #386: Ethanethiol e ‘
29.0 470 62.0 14.00
' m/z 42.90  55.26%
5000
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52324\
Data File : VW028703.D

Acqg On : 23 May 2024 13:30
Operator : SY/MD

Sample : VIBLK448

Misc : 5.00g/10mL/MSVOA_W/SOIL/C

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA.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 unknown-08 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.239 2.18 ug/L 1038 1,4-Dichlorobenzene-d4 13.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclohexanediol, cis- 116 C6H1202 000823-18-7 9
2 1,3-Cyclohexanediol 116 C6H1202 000504-01-8 9
3 Succinimide, thio- 115 C4H5NOS 004166-00-1 9
4 Cycloheptano[d]imidazolidine, 1,... 186 C9H18N202 306947-39-7 9
5 2,2"'-Thiodisuccinic acid 266 C8H1008S 004917-76-4 9
Abundance Scan 2026 (14.239 min): VW028703.D\data.ms (-2023) ( m/z 38.60 100.00%
38.6
134.6
0.5
5000 199.2 m\
L A
‘ 14.00 14.50
(O R A L e R S R AR R m/z 41.10 86.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9221: 1,3-Cyclohexanediol, cis-
44.0
80.0
5000 - L
14.00 14.50
m/z 54.60 84.55%
0 \1\5‘\.?\“\“\ N h‘ 1 T \“‘ \]\-:\Li6‘(\)\ L B B R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9174: 1,3-Cyclohexanediol
44.0
14.00 14.50
98.0 . .45%
5000 70.0 m/z 44.00 75.45
0 R AR e RN WMMﬂ%WWNV%M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8717: Succinimide, thio- T ——
115.0 14.00 14.50
87.0 m/z 35.60  74.55%
5000
o! u“n“luwml‘wuwH_m_m_m —— —r
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@52324\
Data File : VW028703.D

Acqg On : 23 May 2024 13:30
Operator : SY/MD

Sample : VIBLK448

Misc : 5.00g/10mL/MSVOA_W/SOIL/C

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA.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-09 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.793 2.03 ug/L 966 1,4-Dichlorobenzene-d4 13.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4(1H,3H)-Pyrimidinedione, 6-ch... 191 C4H2CIN304 006630-30-4 38
2 Phenol, o-(isobutylsulfinyl)- 198 C1@H1402S 029634-45-5 9
3 5-(4-Methoxy-phenyl)-[1,3,4]oxad... 208 C9H8N202S 023766-26-9 5
4 Ethanediamide, N(1)-(1,3-benzodi... 208 C9H8N204 1000351-43-9 5
5 Allene 40 C3H4 000463-49-0 5
Abundance Scan 2281 (15.793 min): VW028703.D\data.ms (-2279) (| m/z 43.90 100.00%
43.9
207.9
5000 96.2
132.9 168.9 281
—— —
‘ 15.50 16.00
0 A e e M/z0 39,98 54.21%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #65848: 2,4(1H,3H)-Pyrimidinedione, 6-chloro-5-nitro-
30.0
70.0
5000 —r— —
15.50 16.00
113.0 191.0 m/z 207.90 50.53%
148.0
O'r
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #73119: Phenol, o-(isobutylsulfinyl)-
40.0
96.0
142.0
15.50 16.00
5000 m/z 36.35 45 .79%
198.0
ok
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85845: 5-(4-Methoxy-phenyl)-[1,3,4]oxadiazole-2-thiol
208.0 15.50 16.00
m/z 96.20 45.26%
133.0
5000
105.0
oh.300 770 | 1610 |
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52324\
Data File : VWO28703.D

Acqg On : 23 May 2024 13:30
Operator : SY/MD

Sample : VIBLK448

Misc : 5.00g/10mL/MSVOA_W/SOIL/C

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50224SMA.M
Quant Title : SFAM@1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown-01 2.747 1.9 ug/L 1375 1 8.843 17804 25.0
unknown-02 5.027 1.7 ug/L 1233 1 8.843 17804 25.0
unknown-03 12.818 2.6 ug/L 1219 3 13.562 11887 25.0
unknown-04 12.855 1.7 ug/L 799 3 13.562 11887 25.0
unknown-05 13.147 3.3 ug/L 1566 3 13.562 11887 25.0
unknown-06 13.294 1.9 ug/L 923 3 13.562 11887 25.0
unknown-07 13.922 2.1 ug/L 1005 3 13.562 11887 25.0
unknown-08 14.239 2.2 ug/L 1038 3 13.562 11887 25.0
unknown-09 15.793 2.0 ug/L 966 3 13.562 11887 25.0
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