LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028812.D

Acqg On : 26 May 2024 01:16
Operator : SY/MD

Sample : P2590-14

Misc : 4.23g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 42 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: VWO28812.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.820 151 153 154 rBV2 796 630 2.68% 0.369%
2 2.905 161 167 172 rVB5 2361 4506 19.16% 2.639%
3 3.027 186 187 190 rBvV2 519 522 2.22% 0.306%
4 3,253 222 224 226 rBV2 710 502  2.13% 0.294%
5 3.375 242 244 247 rBV3 671 748 3.18% 0.438%
6 3.746 301 305 307 rBV5S 547 746  3.17% 0.437%
7 3.990 343 345 346 rBvV2 617 543 2.31% ©.318%
8 4.112 363 365 367 rVB2 876 551 2.34% 0.323%
9 4.149 367 371 372 rBV2 622 706 3.00% 0.414%
10 4.527 430 433 437 rBV6 709 1256 5.32% 0©.732%
11 4.643 450 452 454 rVB2 693 494 2.10% ©0.289%
12 4.935 499 500 502 rBvV 606 493 2.10% 0.289%
13 5.1e0 525 527 528 rBV2 876 545  2.32% 0.319%
14 5.466 585 587 590 rVB2 824 840 3.57% 0.492%
15 5.502 590 593 594 rBV 802 694 2.95% 0.407%
16 5.551 599 601 604 rvv2 411 478 2.03% 0.280%
17 5.673 619 621 623 rBvV3 736 669 2.85% ©0.392%
18 5.710 623 627 628 rBvV3 814 1081 4.60% 0.633%
19 6.356 729 733 736 rVB3 811 951 4.04% 0.557%
20 6.612 773 775 777 rBV3 762 532 2.26% 0.312%
21 6.685 785 787 789 rBv2 470 511 2.17% ©0.299%
22 6.892 819 821 824 rBV4 505 760 3.23% 0.445%
23 6.990 834 837 839 rVB3 825 696 2.96% 0.408%
24 7.014 839 841 843 rBV2 838 817 3.47% 0.479%
25 7.e87 852 853 854 rBV 834 556 2.36% 0.326%
26 7.557 926 930 932 rBv3 809 1214 5.16% 0.711%
27 7.648 938 945 954 rBV3 4478 11150 47.42% 6.531%
28 7.734 957 959 961 rBv2 664 625 2.66% 0.366%
29 7.807 969 971 972 rBV2 592 491 2.09% 0.288%
30 7.868 978 981 983 rBv2 613 757  3.22% 0.443%
31 8.276 1041 1048 1062 rVB3 7149 23513 100.00% 13.772%
32 8.563 1093 1095 1098 rVB2 665 591 2.51% 0.346%
33 8.611 1101 1103 1106 rVB3 692 641 2.73% 0.375%
34 8.679 1111 1114 1117 rBV3 832 1107 4.71% 0.648%
35 8.758 1125 1127 1129 rBV3 733 705 3.00% 0.413%
36 8.813 1133 1136 1137 rBV3 515 519 2.21% 0.304%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028812.D

Acqg On : 26 May 2024 01:16
Operator : SY/MD

Sample : P2590-14

Misc : 4.23g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 42 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 8.843 1137 1141 1148 rVB3 5215 10920 46.44% 6.396%
38 9.099 1180 1183 1186 rBV5 745 967 4.11% 0.566%
39 9.154 1190 1192 1196 rBV3 483 662 2.82% 0.388%
40 9.209 1200 1201 1204 rBv2 601 742 3.16% 0.435%
41  9.276 1207 1212 1220 rVB3 5853 12942 55.04% 7.581%
42 9.441 1237 1239 1242 rVB3 944 682 2.90% 0.399%
43 9.489 1242 1247 1253 rVB6 730 1141 4.85% 0.668%
44  9.550 1255 1257 1259 rVB2 657 560 2.38% 0.328%
45 9.678 1275 1278 1280 rBv4 415 515 2.19% 0.302%
46 9.788 1293 1296 1298 rBvV3 470 639 2.72% 0.374%
47  9.910 1314 1316 1320 rVB4 563 697 2.96% ©0.408%
48  9.977 1325 1327 1330 rBv2 502 485 2.06% 0.284%
49 10.032 1334 1336 1338 rBv3 1512 1942 8.26% 1.138%
50 10.129 1350 1352 1355 rBvV2 866 765 3.25% 0.448%
51 10.154 1355 1356 1358 rvV 531 491 2.09% 0.288%
52 10.215 1363 1366 1368 rBvV3 774 918 3.90% 0.538%
53 10.270 1371 1375 1378 rBV5 441 626 2.66% 0.367%
54 10.325 1378 1384 1392 rvv2 5580 11758 50.01% 6.887%
55 10.416 1397 1399 1401 rBV3 733 612 2.60% ©0.358%
56 10.544 1418 1420 1423 rBV2 594 600 2.55% 0.351%
57 10.575 1423 1425 1426 rBvV2 667 476  2.02% 0.279%
58 10.690 1440 1444 1445 rBV3 611 671 2.85% ©0.393%
59 10.934 1482 1484 1485 rBV 698 526 2.24% 0.308%
60 11.111 1510 1513 1514 rBV2 456 535 2.28% 0.313%
61 11.434 1565 1566 1569 rVVv3 580 525 2.23% 0.308%
62 11.507 1574 1578 1579 rBV3 546 532 2.26% 0.312%
63 11.629 1593 1598 1604 rBV2 4920 9404 39.99% 5.508%
64 11.830 1626 1631 1632 rBV2 532 776  3.30% ©0.455%
65 12.245 1696 1699 1706 rVB5 969 1738 7.39% 1.018%
66 12.300 1706 1708 1710 rBV2 489 520 2.21% 0.305%
67 12.422 1725 1728 1733 rVB5 980 1019 4.33% 0.597%
68 12.477 1733 1737 1738 rBV3 709 695 2.96% 0.407%
69 12.592 1754 1756 1759 rVV3 827 887 3.77% 0.520%
70 12.690 1767 1772 1779 rVB3 4363 8153 34.67% 4.776%
71 12.922 1807 1810 1814 rBV3 482 608 2.59% 0.356%
72 12.970 1814 1818 1819 rBV3 690 781 3.32% 0.457%
73 13.129 1842 1844 1850 rVB6 1035 1419 6.03% 0.831%
74 13.208 1852 1857 1859 rVB4 542 900 3.83% 0.527%
75 13.501 1901 1905 1906 rVv2 516 580 2.47% 0.340%
76 13.556 1909 1914 1920 rBV5 2634 5142 21.87% 3.012%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028812.D

Acqg On : 26 May 2024 01:16
Operator : SY/MD

Sample : P2590-14

Misc : 4.23g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 42 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 13.672 1931 1933 1936 rBV3 442 566 2.41% ©.332%
78 13.848 1957 1962 1968 rVB5 3018 6408 27.25% 3.753%
79 13.909 1968 1972 1974 rBV4 849 1157 4.92% 0.678%
80 14.104 2003 2004 2008 rBV3 710 766  3.26% ©0.449%
81 14.275 2031 2032 2036 rVB3 783 959 4.08% ©.562%
82 14.306 2036 2037 2041 rBV3 800 955 4.06% 0.559%
83 14.476 2063 2065 2067 rBV2 828 852 3.62% ©.499%
84 14.531 2073 2074 2079 rBvV4 492 488 2.08% 0.286%
85 14.610 2086 2087 2091 rVB3 433 484  2.06% 0.283%
86 14.671 2094 2097 2099 rBV3 924 1019 4.33% 0.597%
87 14.866 2128 2129 2132 rVB3 662 562 2.39% 0.329%
88 15.043 2156 2158 2160 rBV3 633 683 2.90% ©0.400%
89 15.068 2160 2162 2164 rVB3 641 614 2.61% 0.360%
990 15.287 2197 2198 2201 rBV3 707 712 3.03% 0.417%
91 15.409 2216 2218 2221 rBV3 837 566 2.41% 0.332%
92 15.488 2228 2231 2234 rBV3 742 985 4.19% 0.577%
93 15.519 2234 2236 2238 rVB2 665 475 2.02% 0.278%
94 15.598 2247 2249 2252 rBvV4 756 989 4.21% ©.579%
95 15.927 2299 2303 2304 rBV2 525 756  3.22% ©.443%
96 15.976 2309 2311 2313 rBV3 698 490 2.08% 0.287%
97 16.043 2320 2322 2325 rBV3 787 1162 4.94% 0.681%
98 16.177 2342 2344 2349 rBVS 891 1213 5.16% ©.710%
99 16.342 2369 2371 2373 rBV3 513 550 2.34% 0.322%
100 16.738 2434 2436 2438 rBvV3 735 629 2.68% 0.368%
Sum of corrected areas: 170725
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe52424\

: Vie28812.D

: 26 May 2024 01:16

: SY/MD

: P2590-14

. 4.23g/10mL/MSVOA_W/SOIL/A
42

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VW028812.D\data.ms
40000
30000
20000
10000
2.905
2.8203.027 3.233375 4527643 4.93%.100 SHREZH6730 6.356 6.61885
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: VW028812.D\data.ms
40000
30000
20000
10000 8.276
7.648 8.843 9.276 10.325 11.629
7 7 .55/ T3(B6 84 3 999909 9948%)67s7 889 Enfn‘-‘rim!;‘w.-‘- 111 11143807\ 11.¢
or— e S
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VW028812.D\data.ms
40000
30000
20000
10000
12.690 13.556 13.848
122926182908 13.501.67218.9094.1044236614 R4 6 14.06650G81 5. A914B4EMH98 1439, 16.73
0 T ‘ T T ‘ T T T ’ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 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 : VW028812.D

Acqg On : 26 May 2024 01:16
Operator : SY/MD

Sample : P2590-14

Misc : 4.23g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 42 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.
12.245 4.62 ug/L 1738 Chlorobenzene-d5 11.635
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanethiol 62 C2H6S 000075-08-1 10
2 Ethanethiol 62 C2H6S 000075-08-1 10
3 Ethanethiol 62 C2H6S 000075-08-1 10
4 Borane-methyl sulfide complex 76 C2H9BS 013292-87-0 9
5 Ethanethiol 62 C2H6S 000075-08-1 7
Abundance Scan 1699 (12.245 min): VW028812.D\data.ms (-1696) ( m/z 35.10 100.00%
3!:
43.9 62.6
72.7
52.8
5000
H M 12.00 12.50
O+ e A R e et e m/z 39.95 84.26%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #389: Ethanethiol
29.0 62.0
47.0
5000 —r —
12.00 12.50
m/z 43.90 78.70%
O H‘HH‘HH‘HH‘HHi!\! éblo” H‘HH’HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #386: Ethanethiol
29.0 62.0
47.0
—— —
12.00 12.50
5000 m/z 62.60 75.93%
150 H 0 ‘
Ohreprrrrrebrrreree w_HWw:,w_lll,! T R ——
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 n M ﬂM “ n
Abundance #388: Ethanethiol I e
62.0
47.0 2 12.00 12.50
m/z 41.90  73.15%
5000
el
O Freprereprrrreerprer www‘w,ww,‘ T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028812.D

Acqg On : 26 May 2024 01:16
Operator : SY/MD

Sample : P2590-14

Misc : 4.23g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 42 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 1
R.T. EstConc Area Relative to ISTD R.T.
13.129 6.90 ug/L 1419 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butyne 54 C4H6 000107-00-6 25
2 1,3-Butadiene 54 C4H6 000106-99-0 16
3 1,3-Butadiene 54 C4H6 000106-99-0 16
4 Bicyclo[1.1.0]butane 54 C4H6 000157-33-5 16
5 1,3-Butadiene 54 C4He 000106-99-0 16

Abundance Scan 1844 (13.129 min): VW028812.D\data.ms (-1842) ( m/z 36.20 100.00%
36.2

54.0
69.9 991
I
- HL
13.00 13.50
O ‘ﬂ“‘w‘u‘_‘u‘u‘w‘u‘_‘u m/z 35.50 94.68%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #157: 1-Butyne
39.0 54.0 IM
5000 A N
27.0 13 00 13. 50

41.90 86.17%

w0 |||
I 1 L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #159: 1,3-Butadiene
39.0 54.0
27.0

13.00 1350
5000 44.70 84.04%

0
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #162: 1,3-Butadiene

39.0 54.0 13.00 13.50
54.00 82.98%
5000 210

| L

o

20 140 |
miz-> 0 10 20 30 40 50 60 70 80 90 100 13.00 1350

SFAMWLMO50224SMA.M Tue May 28 18:16:06 2024 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028812.D

Acqg On : 26 May 2024 01:16
Operator : SY/MD

Sample : P2590-14

Misc : 4.23g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 42 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-03 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.909 5.63 ug/L 1157 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclopentene-1-thione, 2,3,4,4... 154 C9H14S 030221-54-6 12
2 2,4(1H,3H)-Pyrimidinedione, 6-ch... 191 C4H2CIN304 006630-30-4 9
3 (5-Nitro-1H-1,2,4-triazol-3-yl)a... 172 C4H4N404 1000387-66-6 9
4 1,2-Propadiene, 1-bromo- 118 C3H3Br 010024-18-7 9
5 Allene 40 C3H4 000463-49-0 5
Abundance Scan 1972 (13.909 min): VW028812.D\data.ms (-1968) ( m/z 40.00 100.00%
40.0
5000
69.2 910 1152 207.3
e
14.00
0 M e e e e M/ 36.00 60.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32291: 2-Cyclopentene-1-thione, 2,3,4,4-tetramethyl-
45.0
139.0 \
5000 105.0 14100
HH 79.0 ‘ m/z 36.80  59.12%
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65848: 2,4(1H,3H)-Pyrimidinedione, 6-chloro-5-nitro- mj
30.0
700 14.00
5000 ITI/Z 43.00 56.60%
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47527: (5-Nitro-1H-1,2,4-triazol-3-yl)acetic acid ' -
45.0 14.00
m/z 37.80 52.20%
5000
L PO
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028812.D

Acqg On : 26 May 2024 01:16
Operator : SY/MD

Sample : P2590-14

Misc : 4.23g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 42 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 8

R.T. EstConc Area Relative to ISTD R.T.
14.275 4.66 ug/L 959 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Isoxazolecarboxylic acid, 5-ph... 217 C12H11NO3 007063-99-2 4

2 4,5-Isoxazoledione, 3-methyl-, 4... 217 C11H11N302 006017-60-3 4

3 4-Bromo-1-methylpyrazole 160 C4H5BrN2 015803-02-8 4
4 2-Cyclopropylcarbonyloxytetradecane 282 C18H3402 060128-40-7 4

5 4-Ethynyl-1-methylpyrazole 106 C6H6N2 039806-89-8 4

Abundance Scan 2032 (14.275 min): VW028812.D\data.ms (-2031) ( m/z 60.20 100.00%

60Q.2
048 217.6
5000 104.

14.00 14.50

b bt e e e e M/z 41.88 95.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95205: 3-Isoxazolecarboxylic acid, 5-phenyl-, ethyl este
29.0
105.0 ]
5000
77.0 14.00 14.50
145.0 2170  m/z 51.60 81.13%
% ‘ 172.0 ‘
O\\\‘\h\\‘f\\\’\\\\"\‘\‘\\‘\‘\\‘}‘\\\\‘\\\\‘\\!‘\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95072: 4,5-Isoxazoledione, 3-methyl-, 4-[(2-methylphen
44.0 m M
104.0 A
14 00 14.50
5000 790 m/z 43.90  70.75%
132.0 217.0
I
(| H“,“m,w_‘ _H‘W“H TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36355: 4-Bromo-1-methylpyrazole T —
42.0 14.00 14.50

1600 m/z 37.85 64.15%

5000 81.0
106.0 132.0 m
0f \\m\ HH

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028812.D

Acqg On : 26 May 2024 01:16
Operator : SY/MD

Sample : P2590-14

Misc : 4.23g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 42 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 9
R.T. EstConc Area Relative to ISTD R.T.
14.306 4.64 ug/L 955 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Spirohexan-5-one 96 C6H80 020061-22-7 9
2 2-Butyne-1,4-diol, diformate 142 C6H604 036677-73-3 9
3 4-Spirohexanone, 5,5-dichloro- 164 C6H6C120 138469-24-6 5
4 Benzene, 1-azido-4-nitro- 164 C6H4AN402 001516-60-5 4
5 2,2-Dichlorocyclopropanecarboxamide 153 C4H5C12NO 075885-60-8 4
Abundance Scan 2037 (14.306 min): VW028812.D\data.ms (-2036) ( m/z 35.80 100.00%
3[:
164.1
5000
14. OO 14 50
01— ““_“““‘““H“““““‘H“ m/z 39.90 80.18%
m/z--> 20 40 100 120 140 160
Abundance #3143.Spwohexan-50ne
40.0 67.0
5000 — ——
14.00 14.50
m/z 37.00 75.68%
96.0
O' \\“\\\‘1‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #22386: 2-Butyne-1,4-diol, diformate
29.0 1 h
UL L
14.00 14.50
5000 51.0 m/z 43.90 70.27%
N L1890 970150
A
m/z--> 20 40 60 80 100 120 140 160
Abundance #40063: 4-Spirohexanone, 5,5-dichloro- — ——
40.0 14.00 14.50
m/z 37.60 68.47%
5000
68.0
0 i \\\_L(J I \\‘ 101 0 129.0 16\4;'0 \ n m
e L R A LA
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028812.D

Acqg On : 26 May 2024 01:16
Operator : SY/MD

Sample : P2590-14

Misc : 4.23g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 42 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-06 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.671 4.95 ug/L 1019 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1,1-Difluoro-2-ethylidenecyc... 104 C5H6F2 1000322-28-2 37
2 Allene 40 C3H4 000463-49-0 35
3 Spirohexan-5-one 96 C6H80 020061-22-7 32
4 1,2-Dimethyl cyclopropene 68 C5H8 014309-32-1 30
5 Benzisoxazole-2-acetic acid, hyd... 191 C9H9N302 055244-10-5 25

Abundance Scan 2097 (14.671 min): VW028812.D\data.ms (-2094) ( m/z 39.90 100.00%
39.9

67.2

{

5000 207.2

—— ——
14.50 15.00
et e m/z 3910 99.19%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5449: (E)-1,1-Difluoro-2-ethylidenecycopropane
39.0
104.0
5000 64.0

14.50 15.00
m/z 40.90 84.68%

o

0 150 PR [ N L 1
\\\\‘\\1\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52: Allene
40.0 \A n
R -
14.50 15.00
5000 ITI/Z 46.80 83.87%
12.0
o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3143: Spirohexan-5-one
40.0 67.0 14.50 15.00
m/z 46.30 75.00%
5000
BES A
ol P )
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 : VW028812.D

Acqg On : 26 May 2024 01:16
Operator : SY/MD

Sample : P2590-14

Misc : 4.23g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 42 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 7
R.T. EstConc Area Relative to ISTD R.T.
15.488 4.79 ug/L 985 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-(.alpha.-Methyl-4-nitrobenzyli... 299 C15H13N304 1000223-36-2 9
2 1H-Imidazole-1-ethanol, .alpha.-... 126 C6H1ON20 037788-55-9 9
3 Benzeneacetic acid, 4-(4H-1,2,4-... 203 C10H9N302 1000362-69-0 5
4 3-(Diisopropyl-phosphinoylmethyl... 249 C14H2ONOP 081373-49-1 4
5 4-Bromo-5-methyl-1,3-thiazole 177 C4H4BrNS 1000487-15-7 4
Abundance Scan 2231 (15.488 min): VW028812.D\data.ms (-2228) ( m/z 39.90 100.00%
39.9
281.1
94.9
5000 202.9
—
15.50
ok e B m/z 36.10 93.33%
miz--> 50 100 150 200 250 300
Abundance #197908: N-(.alpha.-Methyl-4-nitrobenzylidene)-O-(pheny
37.0 91.0
5000 igsd i m
180.0 '
m/z 43.00 82.86%
133.0
N H\ Ly M‘ W CT7 ) 2120 2994
miz--> 50 100 150 200 250 300
Abundance #12668: 1H-Imidazole-1-ethanol, .alpha.-methyl-
36.0
82.0
15.50
5000 126.0 m/z 38.20 80.00%
0
miz--> 50 100 150 200 250 300
Abundance #78552: Benzeneacetic acid, 4-(4H-1,2,4-triazol-4-yl)- b
480 .o 1310 15.50
m/z 37.50 76.19%
5000 203.0
0 e
m/z--> 50 100 150 200 250 300 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028812.D

Acqg On : 26 May 2024 01:16
Operator : SY/MD

Sample : P2590-14

Misc : 4.23g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 42 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 6
R.T. EstConc Area Relative to ISTD R.T.
15.598 4.81 ug/L 989 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanesulfonyl chloride, trichl... 216 CCl1402S 002547-61-7 9
2 [(Phenoxyacetyl)amino]acetic aci... 281 C13H19NO4Si 1000468-82-3 4
3 4-Chloro-3-nitro-2H-pyrazole 147 C3H2C1IN302 1000411-34-5 4
4 Benzeneethanamine 121 C8H11N 000064-04-0 3
5 Benzeneethanamine 121 C8H11N 000064-04-0 3
Abundance Scan 2249 (15.598 min): VW028812.D\data.ms (-2247) ( m/z 36.00 100.00%
36.0
280.9
5000 731 12 207.1
A
‘ 15.50 16.00
o m/z 280.90  70.69%
miz--> 50 100 150 200 250
Abundance #94882: Methanesulfonyl chloride, trichloro-
117.0
5000 -
47.0 82.0 15.50 16.00
m/z 55.90  65.52%
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #174179: [(Phenoxyacetyl)amino]acetic acid, TMS deriva
73.0
15.50 16.00
5000 m/z 117.20 53.45%
107.0
144.0
42.0 266.0
L | H 1790 2220 | |
0 — ““i by ‘m‘\‘ i“m‘ “”H i ‘w“ Fral i BRI M
m/iz--> 50 100 150 200 250
Abundance #25819: 4-Chloro-3-nitro-2H-pyrazole 7 —
30.0 147.0 15.50 16.00
74.0 m/z 42.90 52.59%
5000
117.0
0 ol \\m‘ | “\ . L ———
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028812.D

Acqg On : 26 May 2024 01:16
Operator : SY/MD

Sample : P2590-14

Misc : 4.23g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 42 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 3
R.T. EstConc Area Relative to ISTD R.T.
16.043 5.65 ug/L 1162 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(4H-1,2,4-triazol-4-yl)- 161 C8H7N30 1000362-60-1 9
2 2,4(1H,3H)-Pyrimidinedione, 6-ch... 191 C4H2CIN304 006630-30-4 9
3 2(3H)-Benzoxazolone, 3-(hydroxym... 165 C8H7NO3 017832-99-4 9
4 Chromium, bis(.eta.6-benzene)- 208 C12H12Cr 001271-54-1 5
5 Chromium, bis(.eta.6-benzene)- 208 C12H12Cr 001271-54-1 5
Abundance Scan 2322 (16.043 min): VW028812.D\data.ms (-2320) ( m/z 72.90 100.00%
72.9
282.0
5000 31.6 132.8 191.0
T 1
16.00
0 et et m/z 282,30 67.16%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #37393: Phenol, 2-(4H-1,2,4-triazol-4-yl)-
52.0 133.0
5000 i :
16.00
91.0 m/z 51.98  55.97%
il ] wL-o
O HH‘\‘\H“HH‘HH‘\\H’HH’\\H’HH’HH’HH’\H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #65848: 2,4(1H,3H)-Pyrimidinedione, 6-chloro-5-nitro-

=

30.0
70.0 16.00
5000 m/z 53.90 52.99%
113.0 191.0
‘ | 148.0
O byl Ml bbbttt
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #40763: 2(3H)-Benzoxazolone, 3-(hydroxymethyl)-
52.0 16.00
135.0 ITI/Z 37.60 52.24%
5000
91.0
16?.0
0 S —
m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52424\
Data File : VW028812.D

Acqg On : 26 May 2024 01:16
Operator : SY/MD

Sample : P2590-14

Misc : 4.23g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 42 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

4 3,4-Furandicarboxylic acid 156 C6H405 003387-2
5 Indole, 5-methyl-2-(4-pyridyl)- 208 C14H12N2 107919-9

Peak Number 10 unknown-10 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.177 5.90 ug/L 1213 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[3.3.1.1(3,7)]decanone, ... 208 C12H1603 056782-73-1 9
2 Bis(3-methylbutyl) fluorene-2,7-... 466 C23H3006S2 253664-95-8 9
3 3-Butyn-1-o0l 70 C4H60 000927-74-2 9
6-6 9
2-6 7

Abundance Scan 2344 (16.177 min): VW028812.D\data.ms (-2342) (( | m/z 40.00 100.00%

40.0
96.0 208.2 WWWMWWW

5000
—— ——
281.1 16.00 16.50
0 sl m/z 96.00 82.91%
miz--> 100 150 200 250 300
Abundance #84927. Tricyclo[3.3.1.1(3,7)]decanone, 4-(acetyloxy)-, (1
43.0
79.0
166.0
120.0
5000
208.0 16.00 16.50

m/z 44.00  81.20%

O ‘h“\ “‘M\ ‘\H T “ T ‘\ T T ‘ T T T T ‘ T T T T ‘ T T T
miz--> 50 100 150 200 250 300

Abundance  #330490: Bis(3-methylbutyl) fluorene-2,7-disulfonate

39.0
—— ——
16.00 16.50
5000 m/z 208.20 78.63%
0 m\‘?ﬁg 121.0 1630 245.0 326.
L B B B B B I B B
m/z--> 50 100 150 200 250 300
Abundance #591: 3-Butyn-1-ol
40.0 16.00 16.50
m/z 69.60 73.50%
5000
m/z--> 100 150 200 250 300 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe52424\
Data File : VW028812.D

Acqg On : 26 May 2024 01:16
Operator : SY/MD

Sample : P2590-14

Misc : 4.23g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 42 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 12.245 4.6 ug/L 1738 2 11.635 9404 25.0
unknown-02 13.129 6.9 ug/L 1419 3 13.556 5142 25.0
unknown-03 13.909 5.6 ug/L 1157 3 13.556 5142 25.0
unknown-04 14.275 4.7 ug/L 959 3 13.556 5142 25.0
unknown-05 14.306 4.6 ug/L 955 3 13.556 5142 25.0
unknown-06 14.671 5.0 ug/L 1019 3 13.556 5142 25.0
unknown-07 15.488 4.8 ug/L 985 3 13.556 5142 25.0
unknown-08 15.598 4.8 ug/L 989 3 13.556 5142 25.0
unknown-09 16.043 5.7 ug/L 1162 3 13.556 5142 25.0
unknown-10 16.177 5.9 ug/L 1213 3 13.556 5142 25.0
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