LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020824\
Data File : VY@17315.D

Acqg On : 08 Feb 2024 16:10
Operator : SY/MD

Sample : P1387-01

Misc : 5.10g/5.06mL/MSVOA_Y/SOIL/A

ALS Vvial : 13  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\82Y020124S.M

Title : SW846 8260

Signal : TIC: VY@l17315.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.198 381 390 402 rBV3 2922 9420 2.38% 0.254%
2 4.710 463 474 486 rBv3 4183 12893 3.25% 0.347%
3 5.753 634 645 653 rBV5 2693 8345 2.11% 0.225%
4 6.996 839 849 852 rBvV2 1939 6264 1.58% 0.169%
5 7.722 958 968 973 rBV 20833 50446 12.74% 1.360%
6 7.789 973 979 989 rvB 49659 110662 27.94% 2.983%
7 8.143 1029 1037 1051 rVB2 19162 43362 10.95% 1.169%
8 8.691 1119 1127 1137 rBV 74677 147871 37.33%  3.985%
9 9.185 1198 1208 1214 rBV2 17107 37138 9.38% 1.001%
10 9.246 1214 1218 1224 rVB3 2529 4135 1.04% 0.111%
11  9.459 1244 1253 1259 rVB5 2151 5559 1.40% 0.150%
12 9.612 1271 1278 1287 rBV3 6224 12689 3.20% 0.342%
13 9.758 1293 1302 1307 rBV 10158 22454 5.67% 0.605%
14  9.825 1307 1313 1316 rBV 20449 36069 9.11% 0.972%
15 9.856 1316 1318 1325 rVB2 11084 15272 3.86% 0.412%
16 9.959 1325 1335 1349 rBvV 25466 63496 16.03% 1.711%
17 10.112 1356 1360 1365 rVB3 4326 7189 1.81% 0.194%
18 10.185 1365 1372 1380 rBV 148682 314744 79.46%  8.483%
19 10.307 1388 1392 1394 rBV3 2903 4244 1.07% 0.114%
20 10.374 1394 1403 1410 rVB2 72098 140639 35.50% 3.790%
21 10.526 1410 1428 1434 rBV 45318 90502 22.85% 2.439%
22 10.624 1434 1444 1448 rBV3 23697 46414 11.72% 1.251%
23 10.667 1448 1451 1455 rVv2 8839 13863 3.50% 0.374%
24 10.715 1455 1459 1464 rVB 17107 25659 6.48% 0.692%
25 10.807 1469 1474 1480 rVB2 34832 53934 13.62% 1.454%
26 10.904 1484 1490 1497 rBV 31042 63977 16.15% 1.724%
27 10.977 1498 1502 1505 rVV3 16917 31986 8.07% 0.862%
28 11.038 1505 1512 1517 rVWV 68009 128927 32.55% 3.475%
29 11.093 1517 1521 1526 rVV2 57607 98286 24.81% 2.649%
30 11.148 1526 1530 1534 rVW2 13554 21166 5.34% 0.570%
31 11.209 1534 1540 1544 rVvV2 38671 64370 16.25% 1.735%
32 11.282 1544 1552 1563 rVB5 75128 202434 51.11% 5.456%
33 11.386 1563 1569 1580 rBV2 48572 79866 20.16% 2.153%
34 11.496 1580 1587 1596 rBV 107439 176788 44.63% 4.765%
35 11.587 1596 1602 1607 rBV4 16864 36508 9.22% 0.984%
36 11.630 1607 1609 1613 rvv2 8580 9865 2.49% 0.266%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020824\
Data File : VY@17315.D

Acqg On : 08 Feb 2024 16:10
Operator : SY/MD

Sample : P1387-01

Misc : 5.10g/5.06mL/MSVOA_Y/SOIL/A

ALS Vvial : 13  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\82Y020124S.M
Title : SW846 8260
37 11.703 1613 1621 1632 rVV3 164445 396113 100.00% 10.676%
38 11.782 1632 1634 1640 rvVB2 17205 22820 5.76% ©.615%
39 11.904 1647 1654 1657 rBV3 6904 11836 2.99% 0.319%
40 11.935 1657 1659 1664 rVB3 3604 4726 1.19% 0.127%
41 12.032 1664 1675 1683 rBV 102542 206241 52.07% 5.559%
42 12.130 1687 1691 1694 rVB 5934 7773 1.96% 0.209%
43 12.172 1694 1698 1699 rBvV2 3797 4856 1.23% 0.131%
44 12.209 1699 1704 1707 rVv2 10573 16062 4.05% ©.433%
45 12.252 1707 1711 1715 rVB3 7460 12844 3.24%  0.346%
46 12.337 1721 1725 1730 rBV8 4111 6499 1.64% 0.175%
47 12.489 1744 1750 1759 rVB2 58989 96301 24.31% 2.595%
48 12.648 1771 1776 1784 rVBS8 5883 12172 3.07% ©.328%
49 12.739 1784 1791 1795 rBV 11238 19869 5.02% 0.536%
50 12.812 1799 1803 1809 rVB3 18590 30031 7.58% ©.809%
51 12.898 1814 1817 1823 rVB4 2832 4529 1.14% 0.122%
52 12.977 1823 1830 1837 rBV 5848 12237 3.09% 0.330%
53 13.044 1837 1841 1849 rVB5 3694 6610 1.67% 0.178%
54 13.123 1849 1854 1859 rBV 15961 23912 6.04% 0.644%
55 13.178 1859 1863 1869 rvVB3 6545 9682 2.44% 0.261%
56 13.428 1897 1904 1914 rVvv2 75383 136021 34.34% 3.666%
57 13.501 1914 1916 1924 rVB5 2790 4059 1.02% 0.109%
58 13.629 1933 1937 1942 rBV 12233 20777 5.25% ©.560%
59 13.757 1952 1958 1961 rBV4 6025 9184 2.32% 0.248%
60 13.812 1961 1967 1974 rVB3 22171 38168 9.64% 1.029%
61 13.971 1987 1993 1998 rVB3 6305 10511 2.65% ©.283%
62 14.081 2007 2011 2016 rBV4 3096 5486 1.38% 0.148%
63 14.337 2050 2053 2058 rvv2 3601 5745 1.45% ©.155%
64 14.568 2086 2091 2096 rBV3 2056 4215 1.06% 0.114%
65 14.617 2096 2099 2104 rVB3 3052 4142 1.05% 0.112%
66 14.684 2104 2110 2116 rBV5 6274 13979 3.53% 0.377%
67 14.751 2116 2121 2127 rVB2 7332 12677 3.20% 0.342%
68 14.836 2130 2135 2144 rVB2 11387 19300 4.87% 0.520%
69 14.940 2144 2152 2162 rBV2 2457 6221 1.57% 0.168%
70 15.239 2194 2201 2209 rBV 131642 224397 56.65% 6.048%
71 15.324 2209 2215 2223 rVB3 6406 13700 3.46% 0.369%
72 16.300 2368 2375 2383 rVB 20817 37975 9.59% 1.023%
73 16.495 2399 2407 2416 rBV 19615 41234 10.41% 1.111%
Sum of corrected areas: 3710340
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020824\

: VY017315.D

: 08 Feb 2024 16:10

: SY/MD

: P1387-01

: 5.10g/5.0mL/MSVOA_Y/SOIL/A
. 13

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.M
: SW846 8260

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

Abundance
160000

140000

120000

100000

80000

60000

40000

20000

0

TIC: VY017315.D\data.ms

4.198 4.710 5.753

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
160000

140000

120000

100000

80000

60000

40000

20000

TIC: VY017315.D\data.ms
11.y03
10.185

11.496

8.691
959
9.185 9.8%

Time-->

7.789
7.7 8.143
6137985
6.996 2469458 10.1120.30

o —T — ‘ YANATSIN R
7.00 9 OO 9. 50 10.00

—
11.00

Abundance
160000

140000

120000

100000

80000

60000

40000

20000

TIC: VY017315.D\data.ms

12.032

13.428

13.812

13.629 36
sou 1129 $Foe1 1435448 Hs o %‘3&“
AP LAYV A~

12.812 13193

337 12%%;@% 178

16.3006.495

‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T ‘ T T T T ‘ T
1250 1300 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_Y\Data\VY020824\
Data File : VY@17315.D

Acqg On : 08 Feb 2024 16:10
Operator : SY/MD

Sample : P1387-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.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 Heptane, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.959  21.47 ug/l 63496 1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 80
2 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 64
3 4-Methylpentyl pentanoate 186 C11H2202 035852-47-2 64
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 59
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 53
Abundance Scan 1335 (9.959 min): VY017315.D\data.ms (-1325) (-) m/z 43.10 100.00%
85.1
A\
T
‘ | 670 1143 10.00
ol e e e m/z 57.10 91.25%
miz--> 20 40 60 80 100 120 140 160
Abundance #8629: Heptane, 3-methyl-
43.0
Bo.0 /\]k /\ ]Lw
5000 U
10.00
m/z 85.10 76.36%
0 26\.L ,Jerp | 1140
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #61058: Hexane, 1,1'-oxybis-
43.0
85.0
7
10.00
5000 m/z 56.10 64.74%
0L15.0 | “M | 670 uﬂ 1150  143.0
e e e
m/z--> 20 40 60 80 100 120 140 160 ]\
Abundance #60767: 4-Methylpentyl pentanoate /‘\‘ e
85.0 10.00
m/z 41.10 59.59%
5000 56.0
ol N A
Ol L L 12601440 DAVHVANS
m/z--> 20 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020824\
Data File : VY@17315.D

Acqg On : 08 Feb 2024 16:10
Operator : SY/MD

Sample : P1387-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.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 Octane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.374 39.78 ug/l 140639  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 90
2 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 72
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
4 Hexane, 2-methyl- 100 C7H16 000591-76-4 50
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 47
Abundance Scan 1403 (10.374 min): VY017315.D\data.ms (-1394) (- | m/z 43.05 100.00%
43.0
P bt
H ‘ 67&) 114.2 10.00 10.50
oHwHH;mmm,‘!um‘m“_m_m,” m/z 41.18 53.91%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8620: Octane
43.0
5000 A : = M
10.00 10.50
85.0 m/z 85.20  48.22%
114.0
miz--> 20 40 60 80 100 120 140 160
Abundance #127948: Oxalic acid, isohexyl pentyl ester j\ j\
43.0 /\
T T ‘ \/\ T T
10.00 10.50
5000 m/z 57.10 43.89%
85.0
oL 260 H\W I 67‘{0 “ 1290 1610
R L KL B R R R R R
m/z--> 20 40 60 80 100 120 140 160 //\N
Abundance #14544: Heptane, 2,4-dimethyl- P {\‘
43.0 10.00 10.50
m/z 71.10 35.16%
5000 85.0
Jiso | lep | owmao Ll
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020824\
Data File : VY@17315.D

Acqg On : 08 Feb 2024 16:10

Operator : SY/MD

Sample : P1387-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.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 3 Cyclohexane, 1,2-dimethyl-, Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.526  25.60 ug/l 90502  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, imethyl-, trans- 112 C8H16 006876-23-9 97

1,
2 Cyclohexane, 1, 000583-57-3 96
3 Cyclohexane, 1,
1
1

2-di
2-di
3-dimethyl-,
4-di
3-di

imethyl- (cis/... 112 C8H16

trans— 112 C8H16 002207-03-6 90
4 Cyclohexane, 1, imethyl-, cis- 112 C8H16 000624-29-3 87
5 Cyclohexane, 1, imethyl-, cis- 112 C8H16 000638-04-0 86
Abundance Scan 1428 (10.526 min): VY017315.D\data.ms (-1410) (- m/z 97.20 100.00%
55.1 97.2
5000 41.1 112.1
69.1 /\ )
83.1 N
) 100
o‘H‘HH‘m‘,‘WMHmmHu“wuwwm‘_mww m/z 55.10  93.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
I
5000
27.0 69.0 1120 1050
‘ 83.0 m/z 41.10  45.12%
0\\\‘\\\\‘\\\\"\\\\‘\‘\\\‘\H\‘\‘\\\“\‘\\\\‘}M\\‘\\\l‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
53.0 97.0
e
41.0 10.50
5000 m/z 112.10 39.82%
27.0 69.0 112.0
0 T Wy
o‘H_m_H“,w_“HNHMWww_‘lu_Hl_wmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 j
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans- = ‘
55.0 97.0 10.50
m/z 56.10 35.01%
5000 41.0
112.0
270 69.0
83.0
01, WAy
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020824\
Data File : VY@17315.D

Acqg On : 08 Feb 2024 16:10
Operator : SY/MD

Sample : P1387-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.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 Heptane, 2,5-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.904 18.09 ug/l 63977  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 91
2 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 74
3 Octane, 3-methyl- 128 C9H20 002216-33-3 72
4 Hexane, 4-ethyl-2-methyl- 128 C9H20 003074-75-7 58
5 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 53
Abundance Scan 1490 (10.904 min): VY017315.D\data.ms (-1484) (- m/z 57.10 100.00%
57.1
e
\‘ 71\ ? 85.3 il 126.1 1100
Ol el ol 823 L1261, 43,10 38.75%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14546: Heptane, 2,5-dimethyl-
57.0
5000 A/\J\\ T T T
43.0 11.00
m/z 41.10 33.41%
29.0 71.0 99.0
0 1 “ | 850 113.0 128.0
H’HH‘HH‘\H\‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14562: Heptane, 3,5-dimethyl-
57.0
‘ ——
11.00
5000 m/z 56.05 25.63%
43.0
29 0 71.0 99.0
0 ‘ I, | 850 | 11301280
HV‘H‘H‘w‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl- . 7
57.0 11.00
m/z 99.20 14.46%
5000
43.0
29 0 98.0
0 7ﬁ° | 113.0128.0 A /\
H,H‘w‘H‘_‘H‘H‘WH‘w‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘H‘ Al
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020824\
Data File : VY@17315.D

Acqg On : 08 Feb 2024 16:10
Operator : SY/MD

Sample : P1387-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.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 Cyclohexane, ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.038 36.46 ug/l 128927  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
2 3-Heptene, 5-methyl- 112 C8H16 013172-91-3 59
3 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 58
4 3-Ethyl-4-methyl-2-pentene 112 C8H16 019780-68-8 53
5 3-Hexene, 2,4-dimethyl- 112 C8H16 082085-14-1 53
Abundance Scan 1512 (11.038 min): VY017315.D\data.ms (-1505) (- | m/z 83.15 100.00%
83.2
55.1
5000
41.1
112.2 el
| 67‘-1 ‘ 11.00
Ol prrerprrrr et ol el e e m/z 55.108 66.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7537: Cyclohexane, ethyl-
83.0
55.0 k
5000 ~— :
41.0 11.00
112.0 m/z 82.10 50.76%
27.0 67.0
O\\‘J\-\S\.\O‘\\\‘\“\\\\““\\\[\w!\‘\\\‘i‘i\\\\‘\1\\‘\9\\7\-‘0\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7541: 3-Heptene, 5-methyl-
55.0
—f ‘
11.00
5000 83.0 m/z 41.10 31.16%
41.0
29.0 70.0 1120
Pt YT O ./ O A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 K
Abundance #7637: 2-Pentene, 3-ethyl-2-methyl- — ‘
55.0 11.00
m/z 112.15 21.87%
83.0
5000
41.0 69.0 112.0
97.0
27.0 ‘ ‘ U\
0\w%%gw\muu\qwu\wtM‘uww\uWﬁlu‘uww\u\wuu‘\ : 4 \/x
m/z--> 10 20 30 40 50 60 70 80 90 100 110 11.00

82Y020124S.M Fri Feb 09 12:05:53 2024 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020824\
Data File : VY@17315.D

Acqg On : 08 Feb 2024 16:10
Operator : SY/MD

Sample : P1387-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.M
Quant Title : SW846 8260

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 6 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.093 27.80 ug/l 98286  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 93
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 72
3 1,1,4-Trimethylcyclohexane 126 CO9H18 007094-27-1 64
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 64
5 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 64

Abundance Scan 1521 (11.093 min): VY017315.D\data.ms (-1517) (- m/z 111.20 100.00%
111.2
69.1
5000 - 55.1 /\
s RN
126.2 :
oH_HwHH_HNH_M“wuh“muu‘u‘!uw‘9“‘7;9mwwmm m/z 69.10  74.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 410 550 S \
11.00
970 83.0 m/z 55.10  40.23%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13301: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0
111.0 L I
>80 iilofe 32.75%
5000 41.0 ITI/Z . . 0
126.0
bl il B0 a0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13234: 1,1,4-Trimethylcyclohexane T
69.0 111.0 11.00
m/z 56.10 23.29%
5000 55.0
41.0
27.0 83.0
oo el o Sl 1250 o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020824\
Data File : VY@17315.D

Acqg On : 08 Feb 2024 16:10
Operator : SY/MD

Sample : P1387-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.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 7 Heptane, 2,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.209 18.21 ug/l 64370  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 91
2 1-Octene, 4-methyl- 126 C9H18 013151-12-7 72
3 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 64
4 Hexane, 3-ethyl-2-methyl- 128 C9H20 016789-46-1 58
5 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 53
Abundance Scan 1540 (11.209 min): VY017315.D\data.ms (-1534) (- | m/z 43.10 100.00%
3.1
84.2
5000 \J\
57.1
11 OO 11 50
‘ ‘ 98.1 128.2 o
0‘WH‘WH‘WH‘«M‘WH«‘HH‘HH‘HH‘H%‘HH‘HH‘HH‘HH m/z 84.15 53.68%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14543: Heptane, 2,3-dimethyl-
43.0
5000 84.0 L Pt ‘ qu”j
' 11.00 11.50
57.0 m/z 85.20 42.98%
0L 15.0 M ‘ H‘ n‘ 99.0 113.0 128.0
H’HH‘\\H‘HH‘\H\‘\H\‘H\\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13184: 1-Octene, 4-methyl-
43.0
Ay
11 00 11.50
5000 m/z 41.10 34.55%
84.0
29 0 57.0
HV‘H‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14568: Hexane, 2,3,5-trimethyl-
43.0 11 00 11 50
m/z 57.10  25.22%
5000 85.0
27 o w0 71 0
0 L H‘ 99.0 113.0 128.0
HM‘H‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020824\
Data File : VY@17315.D

Acqg On : 08 Feb 2024 16:10
Operator : SY/MD

Sample : P1387-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.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 8 Carbonic acid, nonyl prop-1... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.282  57.25 ug/l 202434  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 53
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 50
3 Octane, 4-methyl- 128 C9H20 002216-34-4 50
4 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 50
5 Octane, 2-methyl- 128 C9H20 003221-61-2 47
Abundance Scan 1552 (11.282 min): VY017315.D\data.ms (-1544) (- | m/z 43.15 100.00%
43.1
5000 57.1 71.1
85.1
‘ ‘ H | ‘ 050 1112 1261 11.00 11.50
Ottt et e e e m/z 57.15 42.87%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester
43.0
5000 LN ‘
71.0 11.00 11.50
29.0 85.0 m/z 41.10 42.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14555: Heptane, 2,4-dimethyl-
43.0
—— Y
11.00 11.50
5000 m/z 71.10 41.44%
85.0
57.0 71.0
0 H‘ Il 99.0 113.0 128.0
,““““,‘,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 Njk
Abundance #14533: Octane, 4-methyl-
43.0 11 00 11 50
m/z 85.10  33.20%
5000
29.0 57.0 710 850
0 I “_ H‘ 98.0 113.0 128.0
,“““““‘ P, Py
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020824\
Data File : VY@17315.D

Acqg On : 08 Feb 2024 16:10
Operator : SY/MD

Sample : P1387-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.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 9 Octane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.386  22.59 ug/l 79866  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 83
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 72
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 64
4 Heptane, 4-propyl- 142 C10H22 003178-29-8 59
5 Undecane, 6-methyl- 170 C12H26 017302-33-9 59

Abundance Scan 1569 (11.386 min): VY017315.D\data.ms (-1563) (- m/z 57.10 100.00%
57.1

5000
) O
39% m 972 1262 11.00 11.50
bl 72, ) 1282 m/z 43.15 28.41%
miz--> 20 40 60 80 100 120 140 160
Abundance #14537: Octane, 3-methyl-
57.0
5000 arh -

11.00 11.50
29.0 m/z 41.10  27.68%

98.0
\ 770, | 1280
T \\‘\\\ \\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
miz--> 60 80 100 120 140 160
Abundance #14561: Heptane, 2,5-dimethyl-
57.0

o

11. 00 11 50
5000 m/z 56.10 23.52%
29.0
99.0
ol ‘ Ju 770 "] 1280
T A e TR B e B o A B
mlz--> 20 40 60 80 100 120 140 160
Abundance #92373: Heptane, 1,1'-oxybis-
57.0 11. 00 11 50

m/z 55.10 16.10%

5000
‘ 97.0
ol et 790 i 117.0 171.0

m/z--> 20 40 60 80 100 120 140 160 11. 00 11 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020824\
Data File : VY@17315.D

Acqg On : 08 Feb 2024 16:10

Operator : SY/MD

Sample : P1387-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.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 10 Azulene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.239  82.49 ug/l 224397 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 93
3 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 64
4 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 64
5 1H-Cyclopenta[c]thiophene, hexah... 128 C7H12S 053907-80-5 50

Abundance Scan 2201 (15.239 min): VY017315.D\data.ms (-2194) (- m/z 128.05 100.00%
128.1
5000
— —
51.1 87.1 15.00 15.50
O et e e 20 e M/z 127.160 13.12%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13686: Naphthalene
128.0
5000 — —
15.00 15.50
m/z 129.05 11.08%
O\‘H\\‘5\3-‘\.3”\\\””“\\.9"‘\\\\‘\H‘HH‘\H\‘HH’HH’\H\‘HH‘\H\‘\
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #13679: Azulene
128.0
(VLVN L
15.00 15.50
5000 m/z 102.10 8.76%
51.0
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #167407: 4a,8a-(Methaniminomethano)naphthalene-9,11 — ——
128.0 15.00 15.50
m/z 51.10 7.56%
5000
0 51.0 ‘9¥0‘ | 156.0 206.0 246.0275.C A
A R o e RAAR. e P
m/z--> 20 40 60 80 100120140160 180200220240260 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020824\
Data File : VY@17315.D

Acqg On : 08 Feb 2024 16:10
Operator : SY/MD

Sample : P1387-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.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|
Heptane, 3-methyl- 9.959 21.5 ug/l 63496 2 8.691 147871 150.0
Octane 10.374 39.8 wug/l 140639 3 11.496 176788 50.0
Cyclohexane, 1,... 10.526 25.6 ug/l 90502 3 11.496 176788 50.0
Heptane, 2,5-di... 10.904 18.1 ug/l 63977 3 11.496 176788 50.0
Cyclohexane, et... 11.038 36.5 ug/l 128927 3 11.496 176788 50.0
Cyclohexane, 1,... 11.093 27.8 ug/l 98286 3 11.496 176788 50.0
Heptane, 2,3-di... 11.209 18.2 ug/1 64370 3 11.496 176788 50.0
Carbonic acid, ... 11.282 57.3 ug/l 202434 3 11.496 176788 50.0
Octane, 3-methyl- 11.386 22.6 ug/l 79866 3 11.496 176788 50.0
Azulene 15.239 82.5 wug/l 224397 4 13.428 136021 50.0
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