LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028814.D

Acqg On : 26 May 2024 02:04
Operator : SY/MD

Sample : P2590-18

Misc : 6.11g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 44 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: VWO28814.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.7106 134 135 138 rBV3 668 657 2.58% ©0.373%
2 2.753 140 142 143 rVB2 758 436 1.71% 0.247%
3 2.899 162 166 172 rVB5 2021 4228 16.59% 2.397%
4 3,137 201 205 207 rBV5 843 1006 3.95% 0©.570%
5 3.222 217 219 222 rVvB3 692 420 1.65% 0.238%
6 3.838 319 320 323 rVB2 652 543 2.13% 0.308%
7 4.009 345 348 349 rBV2 1723 1623 6.37% ©0.920%
8 4.179 374 376 378 rBV3 769 785 3.08% 0.445%
9 4.326 398 400 403 rBv4 515 529 2.08% 0.300%
10 4.387 408 410 412 rVB2 530 444 1.74% 0.252%
11  4.454 419 421 423 rBV3 562 501 1.97% 0.284%
12 4.533 433 434 437 rBV3 602 614 2.41% 0.348%
13 4.600 443 445 448 rBV3 464 465 1.82% 0.264%
14 4.771 472 473 475 rBV2 708 716 2.81% ©0.406%
15 5.283 553 557 558 rVB3 572 706 2.77% 0.400%
16 5.313 560 562 565 rvv3 773 667 2.62% 0.378%
17 5.453 582 585 588 rBV3 719 1074 4.21% 0.609%
18 5.582 604 606 609 rvv3 575 568 2.23% 0.322%
19 5.673 619 621 623 rvv2 709 460 1.80% 0.261%
20 5.722 627 629 630 rVB2 781 431 1.69% 0.244%
21 5.935 662 664 666 rBV3 607 598 2.35% 0.339%
22 6.051 681 683 687 rvB3 884 703 2.76% 0.399%
23 6.088 687 689 692 rBvV3 654 538 2.11% 0.305%
24 6.222 706 711 715 rBVS 909 1235 4.85% ©.700%
25 6.264 716 718 722 rBV3 637 832 3.26% 0.472%
26 6.362 731 734 735 rBV2 456 474 1.86% 0.269%
27 6.459 747 750 754 rBV3 635 592  2.32% 0.336%
28 6.618 774 776 778 rVB2 704 472 1.85% 0.268%
29 6.697 784 789 790 rBV4 785 804 3.15% 0.456%
30 6.831 809 811 814 rBV4 690 782 3.07% 0.443%
31 6.941 826 829 831 rBvV3 552 473 1.86% 0.268%
32 7.063 846 849 851 rBV3 382 421 1.65% 0.239%
33 7.087 851 853 855 rBv2 1031 1188 4.66% 0.674%
34 7.209 871 873 875 rvB3 909 657 2.58% 0.373%
35 7.410 905 906 909 rvB3 742 505 1.98% 0.286%
36 7.453 909 913 917 rBv4 569 971 3.81% 0.551%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028814.D

Acqg On : 26 May 2024 02:04
Operator : SY/MD

Sample : P2590-18

Misc : 6.11g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 44 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 7.502 919 921 923 rBvV2 595 468 1.84% 0.265%
38 7.532 924 926 929 rvB3 703 606 2.38% 0.344%
39 7.563 929 931 932 rBV2 628 456 1.79% 0.259%
40 7.648 941 945 952 rvVB2 4526 9797 38.44% 5.555%
41  7.727 955 958 961 rBv4 639 949  3.72% 0.538%
42 7.758 961 963 967 rVB2 704 708 2.78% 0.401%
43  7.965 995 997 1000 rBV3 615 666 2.61% ©0.378%
44  8.020 1002 1006 1008 rBV3 594 819 3.21% ©0.464%
45  8.215 1035 1038 1041 rBV3 624 806 3.16% ©0.457%
46 8.282 1041 1049 1061 rBv4 7071 25485 100.00% 14.451%
47  8.721 1119 1121 1123 rBV3 782 647 2.54% 0.367%
48 8.764 1126 1128 1129 rBV2 659 420 1.65% 0.238%
49 8.843 1134 1141 1149 rVV2 5751 13251 52.00% 7.514%
50 9.056 1173 1176 1177 rVV3 559 452 1.77% 0.256%
51 9.111 1184 1185 1187 rBvV2 573 513 2.01% 0.291%
52 9.227 1201 1204 1205 rBV2 623 482 1.89% 0.273%
53 9.276 1205 1212 1222 rVB2 6578 15467 60.69% 8.770%
54  9.495 1246 1248 1250 rBV3 908 881 3.46% ©0.500%
55 9.855 1305 1307 1309 rBv2 492 569 2.23% 0.323%
56 9.971 1322 1326 1328 rBvV3 586 917 3.60% 0.520%
57 10.093 1344 1346 1347 rBV 793 425 1.67% 0.241%
58 10.325 1379 1384 1392 rVB3 6513 12451 48.86% 7.060%
59 10.453 1403 1405 1407 rBv2 780 645 2.53% 0.366%
60 10.581 1424 1426 1428 rBV3 709 592 2.32% 0.336%
61 10.666 1438 1440 1443 rBV2 954 1115 4.38% 0.632%
62 10.751 1452 1454 1456 rBV3 705 484 1.90% 0.274%
63 11.129 1515 1516 1518 rBvV2 767 613 2.41% 0.348%
64 11.233 1531 1533 1535 rBV3 551 566 2.22% 0.321%
65 11.300 1542 1544 1547 rVB4 627 507 1.99% 0.287%
66 11.373 1554 1556 1563 rVB5 846 1547 6.07% 0.877%
67 11.629 1594 1598 1603 rVV3 5389 9882 38.78% 5.603%
68 11.733 1613 1615 1619 rBV3 931 1159 4.55% 0.657%
69 11.818 1627 1629 1631 rVB2 673 551 2.16% 0.312%
70 12.330 1711 1713 1715 rBV3 554 426 1.67% 0.242%
71 12.599 1755 1757 1759 rBV2 757 457 1.79% 0.259%
72 12.647 1764 1765 1767 rBV2 450 447 1.75% 0.253%
73 12.690 1767 1772 1778 rVB2 6035 10409 40.84% 5.902%
74 12.964 1814 1817 1818 rVB2 443 451 1.77% 0.256%
75 12.995 1818 1822 1823 rBV3 422 465 1.82% 0.264%
76 13.068 1832 1834 1837 rBV3 648 834 3.27% 0.473%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028814.D

Acqg On : 26 May 2024 02:04
Operator : SY/MD

Sample : P2590-18

Misc : 6.11g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 44 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 13.147 1845 1847 1850 rBV2 700 581 2.28% ©.329%
78 13.415 1889 1891 1896 rVB4 455 610 2.39% 0.346%
79 13.556 1906 1914 1920 rBVe6 3106 7480 29.35% 4.241%
80 13.604 1920 1922 1924 rVV 705 497 1.95% 0.282%
81 13.629 1924 1926 1929 rVB2 590 646 2.53% 0.366%
82 13.665 1929 1932 1934 rBV3 660 879 3.45% 0.498%
83 13.708 1937 1939 1944 rVBS5 658 675 2.65% ©.383%
84 13.763 1946 1948 1950 rVB 670 598 2.35% ©0.339%
85 13.793 1950 1953 1955 rVB2 359 446  1.75% ©.253%
86 13.848 1955 1962 1967 rBV5 4094 7505 29.45% 4.256%
87 13.928 1973 1975 1977 rVB3 697 523 2.05% 0.297%
88 14.251 2026 2028 2031 rBV3 608 671 2.63% 0.380%
89 14.440 2056 2059 2061 rVB3 435 537 2.11% 0.304%
99 14.684 2096 2099 2102 rVB2 865 715 2.81% 0.405%
91 14.732 2102 2107 2109 rBvV4 630 1114 4.37% 0.632%
92 14.915 2135 2137 2139 rBV2 437 456 1.79% 0.259%
93 14.964 2143 2145 2148 rBV3 633 626 2.46% 0.355%
94 15.116 2168 2170 2172 rVB2 689 563 2.21% ©0.319%
95 15.446 2223 2224 2227 rBV3 784 534 2.10% ©0.303%
96 15.500 2229 2233 2238 rVB8 907 1527 5.99% 0.866%
97 15.824 2284 2286 2288 rBV 635 569 2.23% 0.323%
98 16.074 2325 2327 2328 rBV 1051 673 2.64% ©0.382%
99 16.330 2368 2369 2371 rBV2 796 689 2.70% 0.391%
100 16.653 2420 2422 2424 rBV3 655 742 2.91% 0.421%
Sum of corrected areas: 176359
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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\VWe52424\

: VWe28814.D

: 26 May 2024 02:04

: SY/MD

: P2590-18

: 6.11g/10mL/MSVOA_W/SOIL/A
: 44  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
30000

25000

20000

15000

10000

5000

0

TIC: VW028814.D\data.ms

9

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
30000

25000

20000

15000

10000

5000

TIC: VW028814.D\data.ms

8.282
9.276 10.325
7.648 8.843 11.629

5.94 .'j»-i’um::g!v D98 7.96508.215 887264\  905@®1227 9.495 0.895512.093 | 10.453784BE51 11129830873 111138

0
Time-->

— — — —— — — — — —— —
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance
30000

25000

20000

15000

10000

5000

TIC: VW028814.D\data.ms

12.690

12.330 145

Time-->

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\VW@52424\
Data File : VW028814.D

Acqg On : 26 May 2024 02:04
Operator : SY/MD

Sample : P2590-18

Misc : 6.11g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 44 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 10
R.T. EstConc Area Relative to ISTD R.T.
6.222 2.33 ug/L 1235 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1-(2-chloroethoxy)-2-met... 138 C5H11C102 052808-36-3 9
2 Oxirane, trimethyl- 86 C5H100 005076-19-7 7
3 Propargyl ethyl sulfide 100 C5H8S 007310-92-1 4
4 2-Hexynoic acid 112 C6H802 000764-33-0 4
5 Butanedioic acid, mercapto- 150 C4H604S 000070-49-5 4
Abundance Scan 711 (6.222 min): VW028814.D\data.ms (-706) (-) m/z 58.00 100.00%
429 58.0
79.0 084 136.0
5000 '
5.80 6.00 6.20 6.40 6.60
r——V -ttt m/z 42.90 98.11%
miz-> 20 40 60 80 100 120 140
Abundance #19654: Ethane, 1-(2-chloroethoxy)-2-methoxy-
58.0
93.0
5000
5.80 6.00 6.20 6.40 6.60
m/z 40.00 97.17%
oo b |0 || e w0
\\\\‘\\\\‘\\\\\\\‘\\\\‘f\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #1966: Oxirane, trimethyl-
43.0
Raaas e A
5.80 6.00 6.20 6.40 6.60
5000 m/z 44.00 86.79%
27.0
ol %20 seo
0Lt e
miz--> 20 40 60 80 100 120 140
Abundance #4231: Propargyl ethyl sulfide R RRRRRREERE
450 414 5.80 6.00 6.20 6.40 6.60
m/z 38.00 85.85%
100.0
5000 27.0
m/z--> 20 100 120 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028814.D

Acqg On : 26 May 2024 02:04
Operator : SY/MD

Sample : P2590-18

Misc : 6.11g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 44 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 6
R.T. EstConc Area Relative to ISTD R.T.
10.666 2.82 ug/L 1115 Chlorobenzene-d5 11.635
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Allene 40 C3H4 000463-49-0 23
2 Silanamine, N-silyl- 77 H7NSi2 005702-11-4 7
3 Acetonitrile, hydroxy- 57 C2H3NO 000107-16-4 5
4 Difluoramine 53 F2HN 010405-27-3 5
5 Propyne 40 C3H4 000074-99-7 5
Abundance Scan 1440 (10.666 min): VW028814.D\data.ms (-1438) (¢ m/z 39.95 100.00%
40.0
5000
57.2
773853 — —
’ ‘ H ‘ H ‘ 10.50 11.00
oberr el AL m/z 47.10 36.02%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #52: Allene
40.0
5000
10.50 11.00
m/z 41.90 34.48%
12.0 2§.O ‘
O\\\‘}w\\‘i\“\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1134: Silanamine, N-silyl-
17.0 30.0
76.0 10.50 11.00 .
5000 m/z 36.85 33.72%
bbb 580 eIl
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #213: Acetonitrile, hydroxy-
28.0 10.50 11.00
m/z 57.20 30.65%
18.0
5000
56.0
[ | 1L
O brrr v “mwlHH,Am_m_m_mw — L
m/z--> 10 20 30 40 50 60 70 80 90 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028814.D

Acqg On : 26 May 2024 02:04
Operator : SY/MD

Sample : P2590-18

Misc : 6.11g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 44 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 3 unknown-©3 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.373 3.91 ug/L 1547  Chlorobenzene-d5 11.635
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan 68 C4H40 000110-00-9 9

2 Furan 68 C4H40 000110-00-9 9

3 Furan 68 C4H40 000110-00-9 9
4 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 9

5 2-Butynal 68 C4H40 001119-19-3 4

Abundance Scan 1556 (11.373 min): VW028814.D\data.ms (-1554) ( m/z 38.70 100.00%

38.7 475
68.6 82.3
5000

56.5 11.00 11.50
om_m_m,m‘\w‘_HMHH_HWHH_ m/z 47.50  89.66%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #482: Furan
39.0 68.0
5000
11.00 11.50

m/z 46.00 86.21%

29.0
0 H‘\“H\“‘H“J!«M“\‘H‘\“HW“‘W““\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #480: Furan
39.0
68.0

11.00 11.50
5000 m/z 51.30 86.21%
29.0
0 14\0 L ‘ | “‘ “‘ 500 L
L R R B S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #481: Furan
39.0 68.0 11.00 11.50
m/z 36.80 80.46%
5000
29.0
0 ‘H‘%fp“Hwih‘i‘WE““‘u““‘“H“““W‘
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@52424\
Data File : VW028814.D

Acqg On : 26 May 2024 02:04
Operator : SY/MD

Sample : P2590-18

Misc : 6.11g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 44 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-04 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.733 2.93 ug/L 1159 Chlorobenzene-d5 11.635
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-3,3,4,4-tetrafluoro-1,2... 165 C2C1F4NO 1000305-82-6 9
2 2-Chloro-N'-hydroxyethenimidamide 108 C2H5CIN20 1010461-06-2 9
3 Propyl mercaptan 76 C3H8S 000107-03-9 9
4 Propyl mercaptan 76 C3H8S 000107-03-9 9
5 1,3-Butadiyne 50 C4H2 000460-12-8 7
Abundance Scan 1615 (11.733 min): VW028814.D\data.ms (-1613) ( m/z 50.40 100.00%
50.4
76.2
111.6 136.9
5000
11.50 12.00
-+t m/z 44.70  90.53%
miz--> 20 40 60 80 100 120 140 160
Abundance  #40584: 2-Chloro-3,3,4,4-tetrafluoro-1,2-oxazetidine
30.0
5000
11.50 12.00
0.0 100.0 m/z 43.90 89.47%
0 1L EM | 165.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #5878: 2-Chloro-N'-hydroxyethenimidamide
42.0
—— ——
6.0 108.0 11.50 12.00
5000 m/z 35.20 86.32%
17.0 ‘
o _m_m_m_m_m
miz--> 100 120 140 160
Abundance #1101. Propyl mercaptan
47. 76.0 11.50 12.00
m/z 36.70  78.95%
5000
oHH_“HH“ m“‘“” T —
m/z--> 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028814.D

Acqg On : 26 May 2024 02:04
Operator : SY/MD

Sample : P2590-18

Misc : 6.11g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 44 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 5 unknown-@5 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.068 2.79 ug/L 834 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropylacetylene 66 C5H6 006746-94-7 3
2 (3-Ethynyl-3-methyloxiran-2-yl)m... 112 C6H802 1000191-14-3 2
3 3-Butyn-1-yl chloroformate 132 C5H5C102 190774-49-3 2
4 2-Butyne-1,4-diol, diformate 142 C6H604 036677-73-3 2
5 Pentanedinitrile, 2-methylene- 106 C6H6N2 001572-52-7 2
Abundance Scan 1834 (13.068 min): VW028814.D\data.ms (-1832) ( m/z 37.35 100.00%
37.4
52.3 66.6
5000 118.6 m Nm,\
13.00
Otrrprrerpreer bbb Hede e e e m/z 38.5@ 0 60.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #437: Cyclopropylacetylene
66.0
5000 T
13.00
50.0 52.30 60.98%
O H’HH‘\H\‘\\H}HH‘UHH“M\ ‘\‘\H\‘\\H‘HH‘\H\‘\H\‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7267: (3-Ethynyl-3-methyloxiran-2-yl)methanol
52.0 69.0
13.00
5000 36.50 60.16%
31.0
‘ ‘ 82.0 95.0 1110
0 H,HH_H‘l‘imu‘mw ‘,‘f‘,“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #16299: 3-Butyn-1-yl chloroformate
52.0 13.00
m/z 66.60 58.54%
5000
39.0
‘ 6.0 93.0
0 H,HH‘HH‘M‘HH‘HU M‘HMWHWm_‘m‘mWm_m —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe52424\
Data File : VW028814.D

Acqg On : 26 May 2024 02:04

Operator : SY/MD

Sample : P2590-18

Misc : 6.11g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 44 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA.M

. 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 6 unknown-06 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.665 2.94 ug/L 879 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Acetoacetic acid, 1-thio-, S-all... 158 C7H1002S 015780-65-1 12

2 4-Ethynyl-1-methylpyrazole 106 C6H6N2 039806-89-8 9
3 Propane 44 C3H8 000074-98-6 4
4 Propene 42 C3He 000115-07-1 4
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 4
Abundance Scan 1932 (13.665 min): VW028814.D\data.ms (-1929) ( m/z 58.90 100.00%
37.7, 58.9
108.5
5000
13.50 14.00
ol e m/z 46.10  94.79%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #34905: Acetoacetic acid, 1-thio-, S-allyl ester
43.0
5000
13.50 14.00
69.0 m/z 37.76  91.67%
0 b 1250 1580
\‘\\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #5692: 4-Ethynyl-1-methylpyrazole
42.0 106.0
13.50 14.00
m/z 43.95 90.63%
] M ‘“1‘5‘4"9"_‘MHWH_HW
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #90: Propane — —
29.0 13.50 14.00
m/z 38.80 80.21%
5000
020 J
T A
m/z--> 0 20 40 60 80 100 120 140 160 13.50 14.00

SFAMWLMO50224SMA.M Tue May 28 18:16:58 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028814.D

Acqg On : 26 May 2024 02:04
Operator : SY/MD

Sample : P2590-18

Misc : 6.11g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 44 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-07 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.684 2.39 ug/L 715 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,7-Dioxa-4,10-dithiaspiro[5.5]u... 192 C7H1202S2 000180-86-9 9
2 1,3-Bis(2-chloroethyl)urea 184 C5H10C12N20 002214-72-4 9
3 Propanenitrile, 3-chloro- 89 C3H4CIN 000542-76-7 9
4 2-(Chloromethyl)-5-ethyl-1,3,4-0... 146 C5H7CIN20 003914-45-2 9
5 Methylene chloride 84 CH2Cl12 000075-09-2 7
Abundance Scan 2099 (14.684 min): VW028814.D\data.ms (- 2096) ( m/z 206.80 100.00%
119.3 206.
5000 NM
—— ——
14.50 15.00
-+ttt m/z 119.30  83.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #67148: 1,7-Dioxa-4,10- dlthlasp|ro[5 5]undecane
119.
46.0 750
5000 —r— —
14.50 15.00
164.0 192.0 m/z 208.10 62.61%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59205: 1,3-Bis(2-chloroethyl)urea
44.0
135.0 I
14.50 15.00
5000 m/z 44.00 61.74%
65.0
‘ 184.0
I O TS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2411: Propanenitrile, 3-chloro- T T
49.0 14.50 15.00
m/z 48.70 60.87%
5000
27.0 89.0
Ot “HH‘H‘H‘HH_m‘mwm‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028814.D

Acqg On : 26 May 2024 02:04
Operator : SY/MD

Sample : P2590-18

Misc : 6.11g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 44 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-08 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.732 3.72 ug/L 1114 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propyne 40 C3H4 000074-99-7 9
2 Sulphonyl diacetonitrile 144 C4H4AN202S 1000342-33-0 9
3 3-Butyn-1-o0l 70 C4H60 000927-74-2 9
4 Pyridine, 2-amino-3,5-dinitro- 184 C5H4N404 003073-30-1 4
5 cis-Aconitic anhydride 156 C6H405 006318-55-4 4
Abundance Scan 2107 (14.732 min): VW028814.D\data.ms (-2102) (¢ m/z 40.10 100.00%
5000
72.7 —— —r
HH i 10‘3'8 28‘0" 14.50 15.00
0 e T m/z 38.80 22.03%
miz-> 50 100 150 200 250
Abundance #53: Propyne
40.0
5000
14.50 15.00
m/z 42.80 22.03%
O T T “\ ‘ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #23606: Sulphonyl diacetonitrile
40.0
14.50 15.00
5000 m/z 48.20 21.47%
‘ 104.0
S 1 L
miz--> 50 100 150 200 250
Abundance #593: 3-Butyn-1-ol H
40.0 14.50 15.00
m/z 39.20 20.06%
5000
N
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028814.D

Acqg On : 26 May 2024 02:04
Operator : SY/MD

Sample : P2590-18

Misc : 6.11g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 44 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-09 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.501 5.10 ug/L 1527 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Allene 40 C3H4 000463-49-0 5
2 Cyclohexane-1,3-dione, 2-allylam... 207 C12H17NO2 104926-37-6 4
3 Heptane, 1-(ethenylthio)- 158 C9H18S 021961-05-7 4
4 Silanamine, N-silyl- 77 H7NSi2 005702-11-4 4
5 6-Nitro-8-methoxy-2H-chromene 207 C10H9ONO4 062063-07-4 2
Abundance Scan 2233 (15.500 min): VW028814.D\data.ms (-2229) ( m/z 39.90 100.00%
39.9
5000
629 959
: T \
(i |
L 2 L R 8 2o m RSNV B m/z 207.30  64.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52: Allene
40.0
5000 T
15.50
m/z 36.35 38.79%
12.0
O' ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83898: Cyclohexane-1,3-dione, 2-allylaminomethylene-t
550 80.0 207.0
15.50
5000 123.0 m/z 37.60 37.93%
166.0
0! o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35515: Heptane, 1-(ethenylthio)- L
60.0 15.50
m/z 42.80 30.17%
5000
158.0
‘ 87.0 1150
NI | | Y N SN
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028814.D

Acqg On : 26 May 2024 02:04
Operator : SY/MD

Sample : P2590-18

Misc : 6.11g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 44 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-10 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.653 2.48 ug/L 742  1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Silacyclo-2,4-hexadiene 96 C5H8Si 052023-17-3 9
2 Tetrazole, 5-(3,5-dimethylpyrazo... 164 C6H8N6 297763-48-5 9
3 1,2-Benzenediol, 3-(1H-1,2,3,4-t... 178 C7H6N402 1000362-63-3 9
4 4-Chloro-N-(1,2-dihydro-2-pyridy... 268 C11H9CIN202S ©01213-38-3 9
5 Hydrazinecarboxamide, 2-(2,6-cyc... 179 C9H13N30 068344-44-5 9
Abundance Scan 2422 (16.653 min): VW028814.D\data.ms (-2420) ( m/z 43.95 100.00%
44.0
208.0
96.0
5000 133.0
6.0
T
16.40 16.60
0““M “w“Jw“‘“‘H“‘H“‘H,“H“‘H“‘H m/z 38.80 78.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3127: 1-Silacyclo-2,4-hexadiene
96.0
43.0 700 N ﬂ
5000 L B B L |
16.40 16.60
m/z 208.00  59.86%
O‘\‘!H\\ \‘}‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40070: Tetrazole, 5-(3,5-dimethylpyrazol-1-yl)-
39.0
95.0 {\
e
66.0 16.40 16.60
5000 m/z 61.60 56.34%
164.0
.0
0 u:“}”u“‘!mm THE .2 I
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #53330: 1,2-Benzenediol, 3-(1H-1,2,3,4-tetrazol-5-yl)- o
39.0 16.40 16.60
m/z 57.80 54.93%
66.0
94.0 135.0 178.0
5000
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\VWe52424\
Data File : VW028814.D

Acqg On : 26 May 2024 02:04
Operator : SY/MD

Sample : P2590-18

Misc : 6.11g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 44 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 6.222 2.3 ug/L 1235 1 8.843 13251 25.0
unknown-02 10.666 2.8 ug/L 1115 2 11.635 9882 25.0
unknown-03 11.373 3.9 ug/L 1547 2 11.635 9882 25.0
unknown-04 11.733 2.9 ug/L 1159 2 11.635 9882 25.0
unknown-05 13.068 2.8 ug/L 834 3 13.556 7480 25.0
unknown-06 13.665 2.9 ug/L 879 3 13.556 7480 25.0
unknown-07 14.684 2.4 ug/L 715 3 13.556 7480 25.0
unknown-08 14.732 3.7 ug/L 1114 3 13.556 7480 25.0
unknown-09 15.501 5.1 ug/L 1527 3 13.556 7480 25.0
unknown-10 16.653 2.5 ug/L 742 3 13.556 7480 25.0
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