LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111823\
Data File : VD@77626.D

Acqg On : 18 Nov 2023 13:04
Operator : JC/SY

Sample : 05416-25

Misc : 5.12G/10m1/MSVOA_D/SOIL

ALS Vvial : 10 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 D\Method\SFAMDLM110923SMA.M
Title : SFAMO1.0

Signal : TIC: VDO77626.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.640 8 9 11 rBV2 1410 1118 1.17% ©.383%
2 1.676 12 15 16 rVV 2030 2087 2.18% 0.715%
3 1.734 19 25 33 rW 54410 95522 100.00% 32.708%
4 1.817 36 39 41 rBV 1166 1314 1.38% 0.450%
5 2.123 86 91 93 rBV 1226 1975 2.97% 0.676%
6 2.146 93 95 96 rBV 2266 1860 1.95% 0.637%
7 2.423 140 142 145 rVB3 1304 1084 1.13% 0.371%
8 2.864 216 217 221 rVB2 996 843 0.88% 0.289%
9 2.946 229 231 234 rBV2 1032 982 1.03% 0.336%
106 3.1065 255 258 259 rBV2 919 856 0.90% 0.293%
11  3.340 296 298 300 rVB2 1173 883 0.92% 0.302%
12 3.511 325 327 330 rBvV 721 801 0.84% 0.274%
13 3.546 330 333 335 rVB 1100 1136 1.19% ©.389%
14 3.575 335 338 339 rBV 1092 1400 1.47% 0.479%
15 3.805 373 377 379 rBV 748 883 0.92% 0.302%
16 3.899 391 393 396 rBvV2 1318 1728 1.81% 0.592%
17 3.999 408 410 411 rBV 1459 821 0.86% 0.281%
18 4.017 411 413 415 rBV2 775 857 ©0.90% 0.293%
19 4.170 437 439 441 rBv2 1003 791 0.83% 0.271%
20 4.311 459 463 464 rBV2 917 964 1.01% 0.330%
21  4.717 530 532 534 rBV2 993 818 0.86% 0.280%
22 4.787 539 544 545 rBv2 2683 3422 3.58% 1.172%
23  4.870 557 558 561 rVB2 1065 935 ©0.98% 0.320%
24  4.9065 561 564 566 rBv2 1013 1062 1.11% 0.364%
25 4.940 568 570 572 rVv2 1222 972 1.02% 0.333%
26 5.040 586 587 589 rBV 1139 994 0.95% 0.310%
27 5.058 589 590 593 rVB 1668 1047 1.10% ©.359%
28 5.081 593 594 596 rBv2 1234 878 0.92% 0.301%
29 5.158 604 607 608 rBvV2 878 1138 1.19% 0.390%
30 5.264 623 625 627 rVB2 991 781 0.82% 0.267%
31 5.322 631 635 636 rvBe3 853 872 0.91% 0.299%
32 5.346 636 639 641 rBV2 1386 1529 1.60% 0.524%
33 5.364 641 642 645 rVB2 1430 1236  1.29% 0.423%
34 5.405 645 649 651 rBv2 1340 1657 1.73% 0©.567%
35 5.617 683 685 687 rvw 1598 1063 1.11% 0.364%
36 5.646 687 690 691 rvv2 1153 932 0.98% 0.319%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111823\
Data File : VD@77626.D

Acqg On : 18 Nov 2023 13:04
Operator : JC/SY

Sample : 05416-25

Misc : 5.12G/10m1/MSVOA_D/SOIL

ALS Vvial : 10 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 D\Method\SFAMDLM110923SMA.M
Title : SFAMO1.0
37 5.693 697 698 701 rBvV2 741 860 0.90% 0.294%
38 5.811 716 718 720 rVB 1000 784 0.82% 0.268%
39 5.899 730 733 734 rBV 1092 774 0.81% 0.265%
40 6.058 759 760 764 rVB2 1192 1107 1.16% 0.379%
41 6.122 769 771 773 rBvV2 773 891 0.93% 0.305%
42 6.358 808 811 813 rBV2 1110 881 0.92% 0.302%
43 6.505 834 836 838 rVB2 1748 1323  1.39% 0.453%
44 6.528 838 840 842 rBV 1074 1062 1.11% 0.364%
45 6.552 842 844 846 rBV 1044 793 0.83% 0.272%
46 7.099 935 937 940 rvVB2 1104 818 0.86% 0.280%
47 7.328 975 976 978 rBV 1112 969 1.01% 0.332%
48 7.552 1012 1014 1015 rBvV2 2481 1496 1.57% ©.512%
49 7.640 1027 1029 1032 rBV2 900 802 0.84% 0.275%
50 7.928 1075 1078 1079 rBV 1302 1155 1.21% 0.395%
51 8.063 1100 1101 1105 rVB 1503 1458 1.53% 0.499%
52 8.093 1105 1106 1108 rBV 961 798 0.84% 0.273%
53 8.128 1110 1112 1115 rVVv2 688 812 0.85% 0.278%
54 8.163 1115 1118 1119 rvv2 794 928 ©.97% 0.318%
55  8.205 1119 1125 1137 rVwVv7 7143 21544 22.55% 7.377%
56 8.581 1186 1189 1191 rBV2 720 795 0.83% 0.272%
57 8.599 1191 1192 1196 rVB2 1503 1175 1.23% 0.402%
58 8.634 1196 1198 1201 rBvV2 1001 776 0.81% 0.266%
59 8.699 1206 1209 1213 rBV2 875 1154 1.21% 0.395%
60 8.775 1216 1222 1229 rVWV5 5061 11339 11.87% 3.883%
61 8.999 1257 1260 1262 rBV2 1147 1059 1.11% 0.363%
62 9.016 1262 1263 1267 rVV2 1354 1265 1.32% 0.433%
63 9.052 1267 1269 1270 rVB2 1317 865 0.91% 0.296%
64 9.099 1275 1277 1280 rBV2 1358 1305 1.37% 0.447%
65 9.163 1287 1288 1291 rBV 883 953 1.00% 0.326%
66 9.210 1291 1296 1303 rVB5 5507 11465 12.00% 3.926%
67 9.263 1303 1305 1307 rBV 928 801 0.84% 0.274%
68 9.363 1320 1322 1323 rBV 1503 1146 1.20% ©.392%
69 9.546 1348 1353 1356 rVB2 889 1648 1.73% 0.564%
70 9.687 1375 1377 1380 rVB2 1520 1147 1.20% 0.393%
71  9.969 1423 1425 1427 rBV 2044 1938 2.03% 0.664%
72 10.099 1445 1447 1449 rBV 1205 896 0.94% 0.307%
73 10.269 1472 1476 1482 rVB2 6120 10979 11.49% 3.759%
74 10.569 1524 1527 1528 rBV2 892 962 1.01% 0.329%
75 11.028 1602 1605 1606 rBV2 1263 777 0.81% 0.266%
76 11.163 1625 1628 1629 rBV 1174 1013 1.06% 0.347%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111823\
Data File : VD@77626.D

Acqg On : 18 Nov 2023 13:04
Operator : JC/SY

Sample : 05416-25

Misc : 5.12G/10m1/MSVOA_D/SOIL

ALS Vvial : 10 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 D\Method\SFAMDLM110923SMA.M
Title : SFAM@1.0
77 11.581 1695 1699 1704 rVB3 7435 13358 13.98% 4.574%
78 11.704 1718 1720 1723 rVWV 1001 1260 1.32% 0.431%
79 11.757 1728 1729 1731 rW 1940 1146 1.20% 0.392%
80 11.781 1731 1733 1736 rVB 991 1161 1.22% 0.398%
81 11.869 1747 1748 1752 rBV2 1253 1087 1.14% 0.372%
82 11.928 1754 1758 1760 rBV2 1238 1312 1.37% 0.449%
83 11.969 1764 1765 1767 rBV 1308 822 0.86% 0.281%
84 12.128 1791 1792 1796 rBV2 1339 1238 1.30% 0.424%
85 12.269 1814 1816 1825 rVB3 1412 1977 2.97% ©.677%
86 12.546 1862 1863 1865 rBV 1334 851 ©.89% 0.291%
87 12.651 1876 1881 1886 rVB4 4839 7881 8.25%  2.699%
88 12.693 1886 1888 1889 rBV2 1283 967 1.01% ©.331%
89 12.846 1912 1914 1916 rBV2 1557 1041 1.09% 0.356%
90 13.381 2003 2005 2008 rVB2 1284 884 0.93% 0.303%
91 13.522 2024 2029 2033 rBVS5 6500 9237 9.67% 3.163%
92 13.604 2041 2043 2044 rBV2 1031 896 0.94% 0.307%
93 13.746 2065 2067 2069 rVB 1615 1085 1.14% 0.372%
94 13.810 2075 2078 2083 rVB4 5152 8186 8.57% 2.803%
95 13.993 2108 2109 2113 rVB2 1697 1164 1.22% ©.399%
96 14.081 2122 2124 2126 rBV2 1476 1487 1.56% 0.509%
97 14.316 2162 2164 2166 rVB2 2326 1389 1.45% 0.476%
98 14.422 2179 2182 2185 rBV2 1160 1536 1.61% 0.526%
99 14.845 2252 2254 2255 rBV2 1663 1045 1.09% 0.358%
100 15.528 2368 2370 2373 rBV 1575 1174 1.23% 0.402%
Sum of corrected areas: 292048
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111823\
Data File : VD@77626.D

Acqg On : 18 Nov 2023 13:04
Operator : JC/SY

Sample : 05416-25

Misc : 5.12G/10m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM110923SMA.M
Quant Title : SFAM@1.0

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

Abundance TIC: VD077626.D\data.ms
1.734

50000

40000

30000

20000

10000

1630817 155\ 2423 2, 86848.105 3.34GBHIG 3. 050909170311 4. M ouimitis gepe0s SiA635.896 6502 63585082

0‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 1.60 1.80 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

Abundance TIC: VD077626.D\data.ms

50000
40000
30000
20000

10000 8.205 6775 9910 10.269 11581

63 549687 9-988 099 56 11.0P8163 1.7

7.
7.099 7.328 Ji. 9A 3 SO B33
07— —T —T — T — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00
Abundance TIC: VD077626.D\data.ms

—— —— —
10.50 11.00 11.50

50000
40000
30000
20000

10000 12,651 18522 13810

889108269 12,548, 643.846 13.38113.6b3 746130008114 #4010y 14.845 15.528

0 T T ‘ T
Time--> 12.00

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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_D\Data\VD111823\
Data File : VD@77626.D

Acqg On : 18 Nov 2023 13:04
Operator : JC/SY

Sample : 05416-25

Misc : 5.12G/10m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM110923SMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
1.676 4.60 ug/L 2087 1,4-Difluorobenzene 8.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenamide 71 C3H5NO 000079-06-1 3
2 (Aminomethyl)cyclopropane 71 C4HON 002516-47-4 3
3 Acetaldehyde 44 C2H40 000075-07-0 2
4 Ethylene oxide 44 C2H40 000075-21-8 2
5 Acetaldehyde 44 C2H40 000075-07-0 2
Abundance  Scan 15 (1.676 min): VD077626.D\data.ms (-12) (-) m/z 39.95 100.00%
40.0
5000
e aaaEEESE
14 1.701.801.902.002.10
Ot e e e e e m/z 43.95 21.45%
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 TT T[T T[T [T [ rrrr[rrT
1.701.801.902.002.10
m/z 38.10 16.71%
16.0
O H‘HH‘\HHHM‘H”}\ 1 \H?HH \1\ iHHHH}HH\‘H.H‘HHi\}H‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #705: (Aminomethyl)cyclopropane
30.0
43.0
1.701.801.902.002.10
5000 m/z 71.40 14.90%
15.0 71.0
bt 0640
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #80: Acetaldehyde R ERRaE A RARRA RS
[e
29.0 240 1.701.801.902.002.10
5000
15.0
O‘WHHWWMHWHHm‘_HWHHNH‘HWHHMMMHWHHMMMHWH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

SFAMDLM110923SMA.M Mon Nov 20 15:02:16 2023 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111823\
Data File : VD@77626.D

Acqg On : 18 Nov 2023 13:04
Operator : JC/SY

Sample : 05416-25

Misc : 5.12G/10m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM110923SMA.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-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.123 4.35 ug/L 1975 1,4-Difluorobenzene 8.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 2
2 Acetonitrile-d3 44 C2D3N 002206-26-0 2
3 Carbon dioxide 44 C0O2 000124-38-9 2
4 Carbon dioxide 44 C0O2 000124-38-9 2
5 Carbon dioxide 44 C02 000124-38-9 2
Abundance  Scan 91 (2.123 min): VD077626.D\data.ms (-86) (-) m/z 43.90 100.00%
3.9
5000
58.6
e ARNARRRE
1.80 2.00 2.20 2.40
or--r—r—r—t+T—t—r— m/z 40.00 78.59%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1915: Pentanal
44.0
29.0
5000 UL L B R I R B |
1.80 2.00 2.20 2.40
58.0 -
m/z 46.20 36.90%
0 \H‘\lﬁ.\(\)‘\\!!”\ T 73_0 “‘8‘6‘.‘0‘”
miz-> 10 20 30 40 50 60 70 80 90
Abundance #78: Acetonitrile-d3
44.0
e ey
1.80 2.00 2.20 2.40
5000 m/z 58.60 32.50%
18.0 30.0
Ot e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #91: Carbon dioxide B Ran R
44.0 1.80 2.00 2.20 2.40
m/z 57.20 31.74%
5000
16.0 28.0
0 \H‘!\‘H‘\H!‘HH‘\ L N R  RAREEmE R
m/z--> 10 20 30 40 50 60 70 80 90 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111823\
Data File : VD@77626.D

Acqg On : 18 Nov 2023 13:04
Operator : JC/SY

Sample : 05416-25

Misc : 5.12G/10m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM110923SMA.M
Quant Title : SFAM@1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 unknown-03 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
2.146 4.10 ug/L 1860 1,4-Difluorobenzene 8.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene oxide 44 C2H40 000075-21-8 4
2 Acetaldehyde 44 C2H40 000075-07-0 4
3 Acetaldehyde 44 C2H40 000075-07-0 4
4 Ethylene oxide 44 C2H40 000075-21-8 4
5 Ethylene oxide 44 C2H40 000075-21-8 4

Abundance  Scan 95 (2.146 min): VD077626.D\data.ms (-93) (-)

m/z 43.95 100.00%

44.0
5000
36.2 69.3 S
‘ ‘ “ 1.80 2.00 2.20 2.40
0 berprre—rpeprrprrpreerrepet e e e m/z 39.95 56.59%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #84: Ethylene oxide
29.0
44.0
15.0
5000 L L L L LA BN R I
1.80 2.00 2.20 2.40
‘ m/z 45.80  27.65%
0 H‘HH‘HH‘l\H‘HHi M ‘\\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 #80: Acetaldehyde
29.0
44.0

1.80 2.00 2.20 2.40

5000 ITI/Z 69.25 22.47%
15.0
| N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #81: Acetaldehyde o e manE
29.0 1.80 2.00 2.20 2.40
44.0 m/z 36.20 19.76%
5000
15.0
0“_HWH1H‘kuth‘HH_wa‘uHH_HW‘HWHHMH‘_HWHH

|
T TT’
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111823\
Data File : VD@77626.D

Acqg On : 18 Nov 2023 13:04
Operator : JC/SY

Sample : 05416-25

Misc : 5.12G/10m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM110923SMA.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-04 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.405 3.65 ug/L 1657 1,4-Difluorobenzene 8.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan 68 C4H40 000110-00-9 5
2 2-Butynal 68 C4H40 001119-19-3 4
3 Methan-d3-ol 35 CHD30 001849-29-2 3
4 Methan-d3-ol 35 CHD30 001849-29-2 3
5 1-Nonanamine 143 C9H21N 000112-20-9 2
Abundance Scan 649 (5.405 min): VD077626.D\data.ms (-645) (-) m/z 43.10 100.00%
43.1
35.1 67.7
55.2 ’
5000
5.00 5.20 5.40 5.60 5.80
O+ e A e e e e m/z 39.10 79.62%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #480: Furan
39.0
68.0
5000
5.00 5.20 5.40 5.60 5.80
29.0 m/z 35.10 73.08%
O 1‘4\‘0 L ‘ | “‘ “ 500 |
\\‘\H\‘\\H‘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 #483: 2-Butynal
39.0
67.0 5.00 5.20 5.40 5.60 5.80
5000 m/z 67.70 65.38%
29.0 50.0
0“_HW‘HWHH‘HHU1AMHWEH‘M‘WHJM;M_HW‘HWM‘WHH_‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #47: Methan-d3-ol R
33.0 5.00 5.20 5.40 5.60 5.80
m/z 36.85 63.08%
5000
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111823\
Data File : VD@77626.D

Acqg On : 18 Nov 2023 13:04
Operator : JC/SY

Sample : 05416-25

Misc : 5.12G/10m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM110923SMA.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-05 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.969 4,27 ug/L 1938 1,4-Difluorobenzene 8.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-Chloro-N,0-bis(methylsulfonyl)... 223 C2H6C1INO5S2 096733-44-7 9
2 Acetyl chloride, 2,2'-oxybis- 170 C4H4C1203 021062-20-4 4
3 1,3-Butadiene,-1,4-dichloro,-2,3... 150 C6H8C12 1000221-87-1 4
4 Acetonitrile, hydroxy- 57 C2H3NO 000107-16-4 2
5 2-Chloroethylamine 79 C2H6CIN 000689-98-5 2

Abundance Scan 1425 (9.969 min): VD077626.D\data.ms (-1423) (-) m/z 79.00 100.00%

79.0
40.0
5000
115.8 207.2 | A
: Pl
10.00
Ot el e /2 39,95 64.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #103290: N-Chloro-N,O-bis(methylsulfonyl)hydroxylamine
30.0 79.0
5000 T
10.00
111.0 m/z 37.85 44.74%
H 143.0 188.0
O' \\\U‘\\\\‘\‘\\\‘h\\\\“\\\\‘\‘\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45598: Acetyl chloride, 2,2'-oxybis-
DL 11 A
e
10.00
5000 m/z 50.90 40.98%
49.0
107.0
olL..26:0 L | 1340 1710
‘H‘“H"H“‘H“H“‘H“‘H“_“‘_“w“‘w“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #28078: 1,3-Butadiene,-1,4-dichloro,-2,3-dimethyl
39.0 79.0 10.00
m/z 80.70 37.78%
5000
115.0 150.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111823\
Data File : VD@77626.D

Acqg On : 18 Nov 2023 13:04

Operator : JC/SY

Sample : 05416-25

Misc : 5.12G/10m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM110923SMA.M
. SFAM@1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 unknown-06 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.269 3.70 ug/L 1977 Chlorobenzene-d5 11.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetonitrile-d3 44 C2D3N 002206-26-0 4
2 Acetonitrile-d3 44 C2D3N 002206-26-0 4
3 Dimethylamine 45 C2H7N 000124-40-3 4
4 Propane 44 C3H8 000074-98-6 3
5 Propane 44 C3H8 000074-98-6 3

Abundance Scan 1816 (12.269 min): VD077626.D\data.ms (-1814) (- | m/z 44.00 100.00%
44.0
55.7
5000
—— —
12.00 12.50
O+ e e e e e m/z 40.00 77.87%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #78: Acetonitrile-d3
44.0
5000 —r ——
12.00 12.50
m/z 55.70 54.40%
. 180240300 9|
\\‘HH‘HH‘\\H‘HH‘HH‘HH‘\\H‘\H ‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #79: Acetonitrile-d3
44.0
—— '
12.00 12.50
5000 m/z 39.30 52.27%
o 100 280 389
T e e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #99: Dimethylamine
44.0 12.00 12.50
m/z 42.10 49.87%
5000
28.0
0l errreeprereprrrepreregebbeberrr B e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111823\
Data File : VD@77626.D

Acqg On : 18 Nov 2023 13:04

Operator Jc/sy

Sample : 05416-25

Misc : 5.12G/10m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM110923SMA.M
. SFAM@1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 unknown-07 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.081 4.02 ug/L 1487 1,4-Dichlorobenzene-d4 13.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 MDMA methylene homolog

2 Benzaldehyde, 2-nitro-, diaminom..

207 C12H17NO2
. 207 C8H9N502

1010386-32-2 4
102632-31-5 4

3 Methan-d3-ol 35 CHD30 001849-29-2 3
4 Methan-d3-ol 35 CHD30 001849-29-2 3
5 2,4(1H,3H)-Pyrimidinedione, 6-ch... 191 C4H2CIN304 006630-30-4 2
Abundance Scan 2124 (14.081 min): VD077626.D\data.ms (-2122) (- m/z 39.95 100.00%
40.0
5000
207.9 ——
“ 14.00
Ol e e e e e m/z 43.90 80.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83723: MDMA methylene homolog
44.0
5000 176.0 idod
77.0 135.0 207.0 m/z 35.35 24.62%
105.0 ‘
OHH‘HH“H\“\ H‘\‘\HMH’H”\\‘M‘\H“\ \‘\‘1’\‘}H‘MMH“HH‘\}H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84198: Benzaldehyde, 2-nitro-, diaminomethylidenhydra
44.0
14.00
5000 ITI/Z 207.90 22.01%
119.0
920 ‘ 1610 207.0
T .1 e N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46: Methan-d3-ol
33.0 14.00
m/z 207.00 12.93%
5000
(O o e L B N B A R e R i
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_D\Data\VD111823\

Data File : VD@77626.D

Acqg On : 18 Nov 2023 13:04
Operator : JC/SY

Sample : 05416-25

Misc : 5.12G/10m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM110923SMA.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 8

R.T. EstConc Area Relative to ISTD R.T.
14.316 3.76 ug/L 1389 1,4-Dichlorobenzene-d4 13.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 MDMA methylene homolog 207 C12H17NO2 1010386-32-2 4
2 Ethylene oxide 44 C2H40 000075-21-8 4
3 Ethylene oxide 44 C2H40 000075-21-8 4
4 Ethylene oxide 44 C2H40 000075-21-8 3
5 Acetonitrile-d3 44 C2D3N 002206-26-0 3

Abundance Scan 2164 (14.316 min): VD077626.D\data.ms (-2162) (- | m/z 44.10 100.00%
5000
207.0 281.: — ——
| H ‘ ‘ 14.00 14.50
0 e T R T T m/z 43.00 27.57%
miz--> 50 100 150 200 250
Abundance #83723: MDMA methylene homolog
44.0
5000
176.0 14.00 14.50
770 135.0 207.0 m/z 207.00  27.57%
Ol i‘ gl U‘ ‘h\ 4 ’M‘\ § \“L\ H[ \h‘\‘\ t LA e B s
m/z--> 50 100 150 200 250
Abundance #85: Ethylene oxide
29.0
— ‘
14.00 14.50
5000 m/z 281.10 21.31%
0 JMW ﬂ“ —— T
m/iz--> 50 100 150 200 250
Abundance #83: Ethylene oxide — —
29.0 14.00 14.50
m/z 70.20 15.70%
5000
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111823\
Data File : VD@77626.D

Acqg On : 18 Nov 2023 13:04
Operator : JC/SY

Sample : 05416-25

Misc : 5.12G/10m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM110923SMA.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 5
R.T. EstConc Area Relative to ISTD R.T.

14.422 4.16 ug/L 1536 1,4-Dichlorobenzene-d4 13.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-1,2,4-triazole-3,5-diamine, N... 207 C9H10FN5 1000396-10-8 4
2 3,5-Ethanoquinolin-10-one, decah... 207 C13H21NO 021041-42-9 4

3 4H-Furo[3,2-b]pyrrole-5-carboxyl... 207 C1OHONO4 1000318-88-7 4
4 Hexahydropyridine, 1-methyl-4-[4... 207 C12H17NO2 094427-47-1 4

5 Dithieno[2,3-c:3',2'-e]pyridazin... 208 C8H4N20S2 051974-87-9 3

Abundance Scan 2182 (14.422 min): VD077626.D\data.ms (-2179) (- m/z 206.90 100.00%

206.9
37.7
5000

14.50
oA M/z 37.70 78.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84221: 4H-1,2,4-triazole-3,5-diamine, N3-(4-fluoropheny
207.0
5000
42.0 14.50
95.0 122.0 o
720 m/z 36.18  73.95%
ol b e e
O \M‘\ T “\ \H\H “\ 1“\‘\ “‘\ TT 1 “1 \H‘\ T “‘1 TT \“ T \“\ T ’ TTT !‘H‘ TTTT ‘ \‘!‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83982: 3,5-Ethanoquinolin-10-one, decahydro-1,7-dime
164.0 207.0
96.0 14.50
5000 ITI/Z 207.80 72.41%
44.0
70.0
Db a2z u
Y NN A uw‘:muh‘uul“mMHMH‘:‘,HH‘_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83503: 4H-Furo[3,2-b]pyrrole-5-carboxylic acid, 4-(2-0x¢
207.0 14.50
43.0 164.0 m/z 46.98  60.15%
92.0
65.0
5000 118.0
0 ,
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111823\
Data File : VD@77626.D

Acqg On : 18 Nov 2023 13:04
Operator : JC/SY

Sample : 05416-25

Misc : 5.12G/10m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM110923SMA.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 1.676 4.6 ug/L 2087 1 8.781 11339 25.0
unknown-02 2.123 4.3 ug/L 1975 1 8.781 11339 25.0
unknown-03 2.146 4.1 ug/L 1860 1 8.781 11339 25.0
unknown-04 5.405 3.6 ug/L 1657 1 8.781 11339 25.0
unknown-05 9.969 4.3 ug/L 1938 1 8.781 11339 25.0
unknown-06 12.269 3.7 ug/L 1977 2 11.581 13358 25.0
unknown-07 14.081 4.0 ug/L 1487 3 13.516 9237 25.0
unknown-08 14.316 3.8 ug/L 1389 3 13.516 9237 25.0
unknown-09 14.422 4.2 ug/L 1536 3 13.516 9237 25.0
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