LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091223\
Data File : VY@15516.D

Acqg On : 12 Sep 2023 18:34
Operator : SY/MD

Sample : 04374-04

Misc : 4.43g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_Y\methods\82Y082923S.M

Title : SW846 8260

Signal : TIC: VY@1l5516.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.863 3 7 15 rVB 54657 75676 4.18% 0.363%
2 2.071 34 41 54 rBV 97433 136253 7.53% 0.653%
3 2.235 58 68 79 rVW 319431 543095 30.02% 2.604%
4 2.333 79 84 94 rVB 67480 108961 6.02% 0.522%
5 2.448 98 103 109 rBV 18348 31762 1.76% 0.152%
6 2.729 145 149 160 rVB2 9700 19894 1.10% 0.095%
7 2.887 166 175 192 rBV 383536 842674 46.58% 4.041%
8 3.150 212 218 224 rBvV2 11729 23640 1.31% 0.113%
9 3.235 224 232 254 rVB 356533 844591 46.69% 4.050%
10 3.424 254 263 277 rBV 83219 194843 10.77% 0.934%
11  3.589 281 290 297 rBV3 17370 44191 2.44% 0.212%
12 3.680 297 305 322 rVB 38717 99630 5.51% 0.478%
13  3.942 335 348 362 rBV5S 7284 27535 1.52% 0.132%
14 4.570 437 451 461 rBV4 42074 161139 8.91% 0.773%
15 4.747 461 480 493 rBvV3 181935 868160 47.99% 4.163%
16 5.222 544 558 579 rBV 201509 719148 39.75% 3.448%
17 5.558 600 613 628 rBv4 24078 100722 5.57% 0.483%
18 5.734 628 642 659 rBV 251881 783113 43.29%  3.755%
19 5.905 659 670 679 rBV2 21458 61281 3.39% 0.294%
20  6.027 679 690 697 rBV 75786 239655 13.25%  1.149%
21  6.228 713 723 734 rBV3 9564 28289 1.56% 0.136%
22 6.362 734 745 761 rVB2 25045 77394 4.28% 0.371%
23 6.533 761 773 787 rBV3 20696 63563 3.51% 0.305%
24  6.673 787 796 805 rBV3 10046 32661 1.81% 0.157%
25 6.783 805 814 824 rBvV2 19152 53015 2.93% 0.254%
26 7.234 879 888 897 rBv4 18146 50945 2.82% 0.244%
27 7.350 897 907 915 rBV3 18686 51597 2.85% 0.247%
28 7.454 915 924 931 rBv2 59527 156477 8.65% 0.750%
29 7.539 931 938 946 rVW4 28014 76963 4.25% 0.369%
30 7.710 946 966 971 rVvVv2 269382 796040 44.00% 3.817%
31 7.783 971 978 985 rVV2 526815 1433189 79.22% 6.872%
32 7.868 989 992 1003 rVB4 115119 271901 15.03% 1.304%
33 7.996 1003 1013 1027 rVB 253457 595274 32.91% 2.854%
34 8.136 1027 1036 1044 rBV 277718 644382 35.62%  3.090%
35 8.204 1044 1047 1051 rVvV 13842 22815 1.26% 0.109%

36 8.265 1051 1057 1065 rVB2 48104 108964 6.02% ©.522%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091223\
Data File : VY@15516.D

Acqg On : 12 Sep 2023 18:34
Operator : SY/MD

Sample : 04374-04

Misc : 4.43g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_Y\methods\82Y082923S.M
Title : SW846 8260
37 8.368 1065 1074 1079 rBV3 35502 89999 4.97% 0.432%
38 8.435 1079 1085 1092 rVB5 31600 82541 4.56% 0.396%
39 8.545 1092 1103 1116 rVB2 185542 460765 25.47% 2.209%
40 8.685 1116 1126 1132 rBV 771808 1563902 86.45% 7.499%
41  8.740 1132 1135 1141 rVB 78080 137034 7.57% 0.657%
42 8.844 1148 1152 1159 rVB 30324 55983 3.09% 0.268%
43 8.947 1159 1169 1181 rVB3 37903 90847 5.02% 0.436%
44  9.149 1195 1202 1203 rBV3 13075 23062 1.27% 0.111%
45  9.179 1203 1207 1212 rVV3 23048 44481 2.46% 0.213%
46 9.240 1212 1217 1225 rVB 28940 55071 3.04% 0.264%
47  9.368 1225 1238 1245 rBV3 34314 85516 4.73% 0.410%
48  9.472 1246 1255 1260 rBvV2 7285 20017 1.11% 0.096%
49 9.551 1260 1268 1271 rBV 42490 86980 4.81% 0.417%
50 9.600 1271 1276 1282 rVB3 77428 150069 8.30% 0.720%
51 9.667 1282 1287 1291 rBV3 26374 48809 2.70% 0.234%
52 9.752 1297 1301 1306 rVB2 48314 91375 5.05% 0.438%
53 9.813 1306 1311 1315 rBV2 56989 109182 6.04% 0.524%
54 9.850 1315 1317 1322 rVB 43243 54240 3.00% 0.260%
55 9.959 1325 1335 1338 rBV 110577 254779 14.08%  1.222%
56 10.045 1345 1349 1355 rVB2 33415 54956 3.04% 0.264%
57 10.118 1355 1361 1363 rBV5 10970 18534 1.02% 0.089%
58 10.179 1363 1371 1377 rBV 1041257 1809063 100.00% 8.675%
59 10.234 1377 1380 1383 rBvV3 16683 24804 1.37% 0.119%
60 10.368 1394 1402 1408 rVB 105737 201089 11.12% 0.964%
61 10.435 1408 1413 1417 rBV2 36755 64789 3.58% 0.311%
62 10.490 1417 1422 1427 rVB 40107 64588 3.57% 0.310%
63 10.557 1428 1433 1436 rBV 13821 23022 1.27% 0.110%
64 10.636 1442 1446 1452 rVB2 31567 57176 3.16% 0.274%
65 10.715 1452 1459 1465 rVB4 23887 43393  2.40% 0.208%
66 10.801 1465 1473 1478 rBV6 12298 31332 1.73% 0.150%
67 10.904 1485 1490 1491 rBV 15769 20276 1.12% 0.097%
68 11.045 1509 1513 1516 rBV3 17777 27747 1.53% 0.133%
69 11.087 1516 1520 1522 rBV3 12323 18680 1.03% 0.090%
70 11.203 1535 1539 1542 rBV2 20074 28179 1.56% 0.135%
71 11.276 1542 1551 1555 rVV5 35815 96638 5.34% 0.463%
72 11.319 1555 1558 1562 rVB2 18564 25912 1.43% 0.124%
73 11.374 1562 1567 1576 rVB 60250 107054 5.92% 0.513%
74 11.490 1576 1586 1596 rVB 947729 1548783 85.61% 7.427%
75 11.593 1596 1603 1609 rBV3 47965 91596 5.06% 0.439%
76 11.709 1614 1622 1631 rVB5 35073 98146 5.43% 0.471%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091223\
Data File : VY@15516.D

Acqg On : 12 Sep 2023 18:34
Operator : SY/MD

Sample : 04374-04

Misc : 4.43g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_Y\methods\82Y082923S.M

Title : SW846 8260

77 12.026 1668 1674 1682 rVB3 13763 32548 1.80% ©0.156%
78 12.105 1682 1687 1693 rBV5 15799 36038 1.99% ©.173%
79 12.331 1716 1724 1728 rBV6 23531 55327 3.06% 0.265%
80 12.477 1742 1748 1759 rVB 655341 1075655 59.46% 5.158%
81 12.593 1760 1767 1775 rVB6 11962 28817 1.59% ©.138%
82 12.806 1798 1802 1808 rVB4 17900 29462 1.63% 0.141%
83 12.965 1823 1828 1833 rBV2 8637 19608 1.08% ©.094%
84 13.117 1847 1853 1858 rVB2 19504 33957 1.88% ©0.163%
85 13.367 1890 1894 1897 rVV3 15595 28607 1.58% ©.137%
86 13.422 1897 1903 1913 rVB 677786 1027982 56.82% 4.929%
87 13.623 1932 1936 1941 rBV 16084 24392 1.35% ©.117%
88 13.885 1974 1979 1986 rVVv7 6944 18640 1.03% 0.089%
89 13.965 1986 1992 1998 rVB3 26274 47012 2.60% 0.225%
90 14.074 2006 2010 2015 rVB5 10837 18167 1.00% ©.087%
91 15.233 2194 2200 2205 rVB 16896 28563 1.58% 0.137%

Sum of corrected areas: 20854616
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091223\
Data File : VY@15516.D

Acqg On : 12 Sep 2023 18:34
Operator : SY/MD

Sample : 04374-04

Misc : 4.43g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
Quant Title : SW846 8260

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

Abundance TIC: VY015516.D\data.ms
1000000

800000
600000
400000 2.887 4545

2.235
5.734
200000 4.747 5222
ge3 ) " |2333 4. 57(/\\ 5.558 5 36
/L 2448 2.729 3.150 3.942 A 5%Zﬁ 6.228 353@9@%

\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\Tr\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\'VTY_\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\
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: VY015516.D\data.ms
10..79
1000000 11.490

O

800000 8.685

600000
7.783

400000

7 998136

200000
9.959 10.368

8.545
oo /\ [ . §%&% 3 51 @%ﬁg 1.593709
0‘_723435 ‘ R IRV NN ST SRR U RN | LA
Time--> 7.00 7. 50 8 50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY015516.D\data.ms
1000000

800000
13.422

12.477
600000
400000
200000
1210250512 33192, 5932 8@.@ 983 117 13 6 13.623 13 5074 15 233

0 T ‘ ‘ T T ‘ T T ‘ T
Time--> 12.00 12550 13.00 13550 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_Y\Data\VY091223\
Data File : VY@15516.D

Acqg On : 12 Sep 2023 18:34
Operator : SY/MD

Sample : 04374-04

Misc : 4.43g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
Quant Title : SW846 8260

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 Butane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.235 18.95 ug/l 543095 Pentafluorobenzene 7.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 72
2 Isobutane 58 C4H1e 000075-28-5 9
3 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 9
4 Propane, l-nitro- 89 C3H7NO2 000108-03-2 9
5 Acetone 58 C3H60 000067-64-1 4

Abundance  Scan 68 (2.235 min): VY015516.D\data.ms (-58) (-) m/z 43.05 100.00%

5000
I 58"1 050 2.00 2.20 2.40 2.60
A L L R RE RN m/z 41.10 33.70%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #263: Butane
43.0
5000 29.0 k\‘\\\\‘\m\‘\\m‘\\\
2.00 2.20 2.40 2.60
m/z 39.00 15.72%
58.0
\\\]_‘.\()\H‘]\.?\.c\)’\\}\‘\\H“!}\\’H\‘!‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #267: Isobutane
43.0
 REEEE T
2.00 2.20 2.40 2.60
5000 m/z 58.10 14.82%
27.0
1.0 140 | \ , 570
e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #22192: Isopropylsulfonyl chloride A
43.0 2.00 2.20 2.40 2.60
m/z 42.10 13.91%
5000
27.0
140 | 640 830 99.0 N

m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091223\
Data File : VY@15516.D

Acqg On : 12 Sep 2023 18:34
Operator : SY/MD

Sample : 04374-04

Misc : 4.43g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
Quant Title : SW846 8260

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 Butane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.887 29.40 ug/l 842674  Pentafluorobenzene 7.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 43

4 Oxirane, trimethyl- 86 C5H100 005076-19-7 36
5 1-Butene 56 C4H8 000106-98-9 10

Abundance Scan 175 (2.887 min): VY015516.D\data.ms (-166) (-) m/z 43.10 100.00%

43.1
57.0
5000
50]T ‘ 72.1 2.60 2.80 3.00 3.20
36. 1 649 | 80.1 o
\\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH}\ HHH“HH“\H\‘\H\‘HH‘H‘H‘HH‘HH‘HH‘ m/z 42.19 86.820
m/z--> 5 101520 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 UL L B I L LA BN
29.0 2.60 2.80 3.00 3.20
m/z 41.10 84.60%
72.0
15.0 ‘ 1, 500, ‘
\\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘\ \‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 5 101520 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #752: 3-Buten-1-ol
42.0
AR RRREREN e
1.0 2.60 2.80 3.00 3.20
5000 m/z 57.05 69.46%
150 | “\ 500°70 720
P T e
m/z--> 5 101520 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #809: Pentane
43.0 2.60 2.80 3.00 3.20
m/z 39.05 27.90%
5000
27.0 57.0 720
150 | 500 650
P e
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091223\
Data File : VY@15516.D

Acqg On : 12 Sep 2023 18:34
Operator : SY/MD

Sample : 04374-04

Misc : 4.43g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
Quant Title : SW846 8260

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 Pentane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.235 29.47 ug/1 844591  Pentafluorobenzene 7.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane, ethyl- 72 C4H80 000106-88-7 53
3 Butane, 2-methyl- 72 C5H12 000078-78-4 39
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 38
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 25
Abundance Scan 232 (3.235 min): VY015516.D\data.ms (-224) (-) m/z 43.10 100.00%
5000
57.0
, s01 65172‘-1 3.00 3.20 3.40 3.60
e e b OO e M/Z 42,05 60.48%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000
3.00 3.20 3.40 3.60
m/z 41.05 55.61%
27.0 57.0 220 /
11500, es0
\‘H\\‘\H\‘\H\‘HH‘HH‘HH‘HH‘\\‘\\H‘\\H‘\\H’HH’HH’HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #766: Oxirane, ethyl-
41.0
R RRRE S
3.00 3.20 3.40 3.60
5000 270 m/z 39.00 19.55%
57.0
71.0
Il |
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #814: Butane, 2-methyl-
43.0 3.00 3.20 3.40 3.60
m/z 57.05 17.09%
57.0
5000
29.0
72.0
150 ||, 500 |
T e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091223\
Data File : VY@15516.D

Acqg On : 12 Sep 2023 18:34
Operator : SY/MD

Sample : 04374-04

Misc : 4.43g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
Quant Title : SW846 8260

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 Pentane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.747  30.29 ug/l 868160 Pentafluorobenzene 7.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 94
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
3 N-Vinylformamide 71 C3H5NO 013162-05-5 40
4 Pentane 72 C5H12 000109-66-0 38
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 38
Abundance Scan 480 (4.747 min): VY015516.D\data.ms (-461) (-) m/z 43.10 100.00%
5000 71.0 |
‘ 57‘-1 86.1 4.40 4.60 4.80 5.00
e B iz 42.10 54.06%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2045: Pentane, 2-methyl-
43.0
5000 71.0 L e
4.40 4.60 4.80 5.00
270 57.0 m/z 71.05 43.63%
86.0
15.035.0
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
 aamaaa e A RARRS
4.40 4.60 4.80 5.00
5000 m/z 41.05 41.69%
71.0
27.0 55.0
150 |l Teso | %9
A Bt e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #678: N-Vinylformamide A mammaRREs
42.0 71.0 4.40 4.60 4.80 5.00
m/z 39.05 20.16%
5000
28.0 ‘
“_“‘_‘HM_“Hl3‘5%9“_“‘M“‘_“‘_“ N
m/z--> 10 20 30 40 50 60 70 80 90 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091223\
Data File : VY@15516.D

Acqg On : 12 Sep 2023 18:34
Operator : SY/MD

Sample : 04374-04

Misc : 4.43g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
Quant Title : SW846 8260

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 Pentane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.222  25.09 ug/1 719148  Pentafluorobenzene 7.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
3 Butyl isocyanatoacetate 157 C7H11NO3 017046-22-9 64
4 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 45
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43
Abundance Scan 558 (5.222 min): VY015516.D\data.ms (-544) (-) m/z 57.10 100.00%
57.1
41.1
5000
| ‘ 711 861 4.80 5.00 5.20 5.40 5.60
H‘HH’HH’\H\M\H“\‘H}‘\\H“‘HH’\H‘\‘H\\‘HH‘HH‘HH‘HH m/z 56.19 84.6100
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2043: Pentane, 3-methyl-
57.0
41.0
5000
4.80 5.00 5.20 5.40 5.60
m/z 41.10 60.65%
27[0
1 O -2
H‘HH’\HHHHH\H‘\\H‘HH‘HH’H}\‘H\\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14583: Hexane, 2,2,3-trimethyl-
57.0
4.80 5.00 5.20 5.40 5.60
5000 41.0 m/z 43.10 22.57%
270 71.0
S TS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #34256: Butyl isocyanatoacetate
57.0 4.80 5.00 5.20 5.40 5.60
20.0 m/z 39.10 16.76%
5000
150 || 489 | 710 860 1000 1280
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091223\
Data File : VY@15516.D

Acqg On : 12 Sep 2023 18:34
Operator : SY/MD

Sample : 04374-04

Misc : 4.43g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
Quant Title : SW846 8260

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 n-Hexane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.734  27.32 ug/1 783113  Pentafluorobenzene 7.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 80
2 2-Ethyl-oxetane 86 C5H100 1010386-40-2 80
3 Hydroperoxide, hexyl 118 C6H1402 004312-76-9 38
4 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 35
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 32

Abundance Scan 642 (5.734 min): VY015516.D\data.ms (-628) (-) m/z 57.10 100.00%

57.1
41.1
5000
86.1
71.0 5.40 5.60 5.80 6.00
\\‘\\\\‘\\\\‘\\\ii\i\\i\‘\\\“\\\\‘\\\\‘\\\\‘\\\ m/Z 41.10 68.7200
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane
57.0
43.0
5000
5.40 5.60 5.80 6.00
86.0 m/z 43.10 62.54%
71‘.0
Ly
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
41.0 5.40 5.60 5.80 6.00
5000 m/Z 56.10 49, 89%
29.0 86.0
71.0
15,0 S O
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #10031: Hydroperoxide, hexy
43.0 56.0 5.40 5.60 5.80 6.00
m/z 42.10 32.95%
5000 29.0
69.0
SR
e uMDS St S TR R AR B
m/z--> 10 20 30 40 50 60 70 80 90 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91223\
Data File : VY@15516.D

Acqg On : 12 Sep 2023 18:34

Operator : SY/MD

Sample : 04374-04

Misc : 4.43g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
: SW846 8260

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 3-Hexene, (Z)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
6.027 8.36 ug/1 239655  Pentafluorobenzene 7.783
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexene, (Z)- 84 C6H12 007642-09-3 91
2 3-Hexene 84 C6H12 000592-47-2 91
3 2-Hexene, (Z)- 84 C6H12 007688-21-3 91
4 2-Hexene, (E)- 84 C6H12 004050-45-7 91
5 2-Hexene 84 C6H12 000592-43-8 91
Abundance Scan 690 (6.027 min): VY015516.D\data.ms (-679) (-) m/z 55.00 100.00%
55.0
5000
421 84.1
69.0
‘ ‘ ‘ 5.80 6.00 6.20 6.40
\\\‘\\\\‘\\\\‘\\\}“\‘\\\i‘\”\\‘\\‘\‘\‘\\\\‘\\‘\\‘\\ m/z 84.16 49.0100
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1649: 3-Hexene, (2)-
558.0
i A
5000 \\\\‘\\\\‘\\\\A\\’\\\
84.0 5.80 6.00 6.20 6.40
27.0 690 m/z 42.10  34.63%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1637: 3-Hexene
55.0
41.0 e e
5.80 6.00 6.20 6.40
m/z 41.05 34.14%
5000 84.0 /
69.0
i
‘H"‘H‘H“1“"m}“"‘NM“‘H“,HH‘H‘H,H
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1650: 2-Hexene, (2)-
55.0 5.80 6.00 6.20 6.40
m/z 39.00 24.83%
42.0
5000 21.0
84.0
69.0
15.0 ‘
SN S | T N W
m/z--> 10 20 30 40 50 60 70 80 90 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91223\
Data File : VY@15516.D

Acqg On : 12 Sep 2023 18:34

Operator : SY/MD

Sample : 04374-04

Misc : 4.43g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
: SW846 8260

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

TIC Library
TIC Integration Parameters:

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 1-Octene, 7-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

7.868 9.49 ug/l 271901  Pentafluorobenzene 7.783
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octene, 7-methyl- 126 CSH18 013151-06-9 64
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 50
3 5-Methyl-2-hexene, c&t 98 C7H14 003404-62-4 45
4 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 42
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 35
Abundance Scan 992 (7.868 min): VY015516.D\data.ms (-989) (-) m/z 56.10 100.00%

56.1
5000
71.1
39

7.60 7.80 8.00 8.20

M\ M‘ ‘ ‘\ 98\\1 o
H\‘HH‘HH‘HH“HH‘H\‘HH‘iH\‘HH‘HH‘HH‘HH‘HH‘H ITIZ 43.10 87.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13190: 1-Octene, 7-methyl-
56.0
5000 41.0 \H‘HH‘HH’HH‘HH
7.60 7.80 8.00 8.20
70.0 m/z 55.05 55.56%
I ‘ “ 840 950 126.0
H\‘HH‘HH‘HH‘HH‘H \‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4483: Pentane, 2,3-dimethyl-
56.0 N\/
41)0

7.60 7.80 8.00 8.20
71.10  28.42%

m/z-->

m/z-->

5000

56

41,0

27.0

5000 m/z
27.0 71.0
13.0 H nl 850 100.0
A30 Ml 2000
10 20 30 40 50 60 70 80 90 100110120130
#3756: 5- -2- ,

Abundance

Methyl-2-hexene,c&t
.0

70.0
98.0
-

10 20 30 40 50

60 70 80 90 100110120130

7.60 7.80 8.00 8.20

m/z 70.10 18.43%

ek

7.60 7.80 8.00 8.20

82Y082923S.M Wed Sep 13 17:01:42 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91223\
Data File : VY@15516.D

Acqg On : 12 Sep 2023 18:34

Operator : SY/MD

Sample : 04374-04

Misc : 4.43g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Hexane, 3-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
7.996 20.77 ug/l 595274  Pentafluorobenzene 7.783
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 94
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 53
Abundance Scan 1013 (7.996 min): VY015516.D\data.ms (-1003) (-) m/z 43.10 100.00%
71.1
57.1
5000
‘ | ‘ 85.1 1001 7.60 7.80 8.00 8.20 8.40
rerperr e el e e b e m/z 71.10 70.79%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4465: Hexane, 3-methyl-
43.0
71.0
5000
7.60 7.80 8.00 8.20 8.40
29.0 m/z 70.85 64.29%
“ I \ 85.0 100.0
H\‘HH’HH‘HH‘HH’HH‘HH‘HH’HH‘HH‘HH‘HH‘HH’H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4464: Heptane
43.0
7.60 7.80 8.00 8.20 8.40
5000 57.0 710 m/z 57.10  58.31%
290 100.0
w | . 85.0
T e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8634: Heptane, 4-methyl-
43.0 7.60 7.80 8.00 8.20 8.40
m/z 41.10 53.80%
71.0
5000
29.0
57.0
o150 | | 850 990 114.0 VAN
LA RRaass aa B L R N RRAREEEES R TR
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091223\
Data File : VY@15516.D

Acqg On : 12 Sep 2023 18:34
Operator : SY/MD

Sample : 04374-04

Misc : 4.43g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
Quant Title : SW846 8260

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 Heptane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.545 14.73 ug/l 460765 1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 3-Hexanone 100 C6H120 000589-38-8 46
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 40
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 38
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 38
Abundance Scan 1103 (8.545 min): VY015516.D\data.ms (-1092) (-) m/z 43.10 100.00%
3.1
71.1
57.1
5000
100.1
‘ ‘ | 850 ‘ 8.20 8.40 8.60 8.80
\\‘\\\\‘\\\\’\\\\}\}\\“\‘\\\“\\\\“}\\\‘\\‘\\‘\\\\‘\\\\‘ m/Z 71.10 66.72%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane
43.0
5000 57.0 71.0 R AN BN OB
20.0 8.20 8.40 8.60 8.80
m/z 41.05 63.95%
| ‘ ‘ | 100.0
\\‘\\\.\‘\\\}’\\\\‘i\}\\‘\\‘\i‘\\\\‘{\\\‘8\\5\.(\)‘\\\\l\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4255: 3-Hexanone
43.0 57.0
210 8.20 8.40 8.60 8.80
5000 290 ' m/z 57.10  58.53%
100.0
15\.0 \‘ “\\ 1l ‘ 85\.0
B R ma e L AR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl- R e R R o
43.0 8.20 8.40 8.60 8.80
m/z 56.10 35.92%
5000 57.0 70.0
29.0
5o || 850 1000
R e e e e LB LA o e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 8.20 8.40 8.60 8.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091223\
Data File : VY@15516.D

Acqg On : 12 Sep 2023 18:34
Operator : SY/MD

Sample : 04374-04

Misc : 4.43g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane 2.235 18.9 ug/l 543095 1 7.783 1433190 50.0
Butane, 2-methyl- 2.887 29.4 ug/l 842674 1 7.783 1433190 50.0
Pentane 3.235 29.5 wug/l 844591 1 7.783 1433190 50.0
Pentane, 2-methyl- 4.747 30.3 ug/l 868160 1 7.783 1433190 50.0
Pentane, 3-methyl- 5.222 25.1 ug/l 719148 1 7.783 1433190 50.0
n-Hexane 5.734 27.3 ug/l 783113 1 7.783 1433190 50.0
3-Hexene, (Z)- 6.027 8.4 ug/l 239655 1 7.783 1433190 50.0
1-Octene, 7-met... 7.868 9.5 ug/l 271901 1 7.783 1433190 50.0
Hexane, 3-methyl- 7.996 20.8 ug/l 595274 1 7.783 1433190 50.0
Heptane 8.545 14.7 ug/l 460765 2 8.685 1563900 50.0
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