LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030623\
Data File : VY@12833.D

Acqg On : 06 Mar 2023 18:52
Operator : KP/MD

Sample : 01742-01

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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\82Y030223S.M

Title : SW846 8260

Signal : TIC: VY@12833.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.716 462 475 487 rVB2 9996 31360 3.56% 0.482%
2 6.978 834 846 855 rBV2 2991 9282 1.05% 0.143%
3 7.716 957 967 973 rBv2 95842 230229 26.15% 3.540%
4 7.789 973 979 990 rVB 124828 278396 31.62% 4.280%
5 8.136 1028 1036 1049 rBV 94372 206510 23.45%  3.175%
6 8.545 1095 1103 1110 rBV3 5524 11236 1.28% 0.173%
7 8.691 1118 1127 1139 rBV 189446 375723 42.67% 5.777%
8 9.185 1193 1208 1214 rBvV2 48638 110952 12.60% 1.706%
9 9.240 1214 1217 1224 rVB2 9584 17779 2.02% 0.273%
10 9.459 1243 1253 1261 rVB2 10217 26504 3.01% 0.407%
11 9.606 1269 1277 1284 rVB2 11416 22241  2.53% 0.342%
12 9.758 1295 1302 1306 rBV2 12477 23847 2.71% 0.367%
13 9.819 1306 1312 1325 rVB3 83588 196066 22.27%  3.014%
14  9.959 1325 1335 1346 rBV2 77106 172339 19.57% 2.650%
15 10.1e5 1355 1359 1364 rVV4 5608 11200 1.27% 0.172%
16 10.179 1364 1371 1386 rVB 453991 880519 100.00% 13.538%
17 10.307 1386 1392 1394 rBV2 11560 18952 2.15% 0.291%
18 10.368 1394 1402 1411 rVB 171950 305776 34.73% 4.701%
19 10.477 1411 1420 1422 rBV3 11502 20890 2.37% 0.321%
20 10.520 1422 1427 1434 rVB 57902 105927 12.03% 1.629%
21 10.618 1434 1443 1448 rBV 77218 149431 16.97% 2.297%
22 10.666 1448 1451 1454 rVV 13782 19794 2.25% 0.304%
23 10.709 1454 1458 1464 rVB2 24040 38093 4.33% 0.586%
24 10.800 1467 1473 1478 rBvV2 45323 72449  8.23% 1.114%
25 10.904 1484 1490 1496 rBV 37610 76573  8.70% 1.177%
26 10.971 1496 1501 1504 rVV3 45902 87871 9.98% 1.351%
27 11.002 1504 1506 1508 rVV 36093 47422 5.39% 0.729%
28 11.038 1508 1512 1516 rVV 76912 125696 14.28%  1.933%
29 11.087 1516 1520 1526 rVvVv2 52192 97065 11.02% 1.492%
30 11.148 1526 1530 1533 rVB 9859 13894 1.58% 0.214%
31 11.203 1533 1539 1543 rBV2 28626 52587 5.97% 809%

32 11.282 1543 1552 1563 rVB4 121087 298829 33.94%
33 11.380 1563 1568 1573 rBV 80926 124973 14.19%

OO r P~
o}
N
=
S

34 11.489 1580 1586 1596 rVV 256025 410375 46.61% 309%
35 11.593 1596 1603 1605 rvv2 15903 29685 3.37% 456%
36 11.624 1605 1608 1612 rVvv2 19835 32122 3.65% 0.494%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030623\
Data File : VY@12833.D

Acqg On : 06 Mar 2023 18:52
Operator : KP/MD

Sample : 01742-01

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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\82Y030223S.M
Title : SW846 8260
37 11.709 1612 1622 1631 rVV3 134577 337624 38.34% 5.191%
38 11.782 1631 1634 1639 rVB2 19528 29085 3.30% 0.447%
39 12.026 1663 1674 1682 rBvV4 35055 106174 12.06% 1.632%
49 12.123 1686 1690 1694 rvVB2 9656 12934 1.47% 0.199%
41 12.203 1699 1703 1706 rVVv3 9619 16384 1.86% 0.252%
42 12.245 1706 1710 1719 rVB5 13216 30834 3.50% 0.474%
43 12.483 1744 1749 1755 rBvV2 208993 320485 36.40% 4.927%
44 12.672 1772 1780 1784 rVB 8665 17277 1.96% 0.266%
45 12.733 1784 1790 1794 rW 27374 46419 5.27% 0.714%
46 12.806 1798 1802 1808 rVVv2 42987 74049 8.41% 1.138%
47 12.971 1821 1829 1834 rBV 15722 29534 3.35% 0.454%
48 13.038 1837 1840 1846 rVB3 9138 14575 1.66% 0.224%
49 13.123 1846 1854 1859 rBV 42716 66374 7.54% 1.020%
50 13.318 1879 1886 1890 rBV5 8536 15958 1.81% 0.245%
51 13.428 1897 1904 1913 rVB 219848 364228 41.37% 5.600%
52 13.623 1929 1936 1940 rBV 18301 32596 3.70% 0.501%
53 13.666 1940 1943 1952 rVB3 9739 21563 2.45% 0.332%
54 13.751 1952 1957 1962 rBV2 20272 31764 3.61% 0.488%
55 13.971 1987 1993 1998 rVB3 18823 32844 3.73% 0.505%
56 14.080 2006 2011 2016 rVB2 13286 21367 2.43% 0.329%
57 14.562 2086 2090 2095 rBV3 7192 12844 1.46% 0.197%
58 14.611 2095 2098 2103 rVB2 8707 12345 1.40% 0.190%
59 14.684 2103 2110 2115 rBvV4 18112 35920 4.08% 0.552%
60 14.836 2129 2135 2141 rVB 14430 22537 2.56% 0.347%
61 15.056 2165 2171 2179 rVB4 5045 10771 1.22% 0.166%
62 15.294 2205 2210 2216 rVV5 4755 10066 1.14% 0.155%
63 15.391 2219 2226 2230 rVV3 7770 18946 2.15% 0.291%
64 15.726 2277 2281 2291 rVB2 9714 16951 1.93% 0.261%
65 16.037 2327 2332 2340 rBV6 4616 9078 1.03% 0.140%
Sum of corrected areas: 6504113
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030623\

: VY012833.D

: 06 Mar 2023 18:52

: KP/MD

: 01742-01

: 4.99g/5.0mL/MSVOA_Y/SOIL
: 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

400000

300000

200000

100000

TIC: VY012833.D\data.ms

4.716

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

400000

300000

200000

100000

0
Time-->

TIC: VY012833.D\data.ms
10.079

11.489

8.691
10.368

7.789
7.71 8.136

6.978 8.545
T ‘ T T ‘ T T ‘ T
7.00 7.50 8.00 8.50 9.00 9.50

Abundance

400000

300000

200000

100000

TIC: VY012833.D\data.ms

12.483 13.428

Time-->

12.026 JL ]\;:7%(16 13.123 o
21922945 5112 _7% 134 3.921080 84 83
T ‘ T T T T ‘ 1\2.6\ T ‘lﬁrk‘ \13.\31\ ‘ §\ T T T ‘ T T T T 1‘4%7@\56]\-5.@9% \15\.72\6 \16"03\’7 T

12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

82Y030223S .M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030623\
Data File : VY@12833.D

Acqg On : 06 Mar 2023 18:52
Operator : KP/MD

Sample : 01742-01

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.819 26.09 ug/l 196066 1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 95
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 87
3 Heptane, 2,3,6-trimethyl- 142 C1eH22 004032-93-3 47
4 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 38
5 Heptane, 3-ethyl- 128 C9H20 015869-80-4 32
Abundance Scan 1312 (9.819 min): VY012833.D\data.ms (-1306) (-) m/z 43.10 100.00%
43.1
70
99.1 — . .
‘ H M ‘ 1153 9.50 10.00
bl il L O3 sz 57010 95.33%
miz-> 20 40 60 80 100 120 140
Abundance #8636: Heptane, 2-methyl-
57.0
5000 410 — RN
9.50 10.00
99.0 m/z 41.10 57.58%
\\\\‘\\\\‘\\\\‘f!\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #8641: Hexane, 2,5-dimethyl-
57.0
— =
9.50 10.00
5000 m/z 42.05 44 ,90%
410 99.0
o150 ||| ‘\‘77.0 . 1150
e e e
miz--> 20 40 60 80 100 120 140 j\
Abundance #22117: Heptane, 2,3,6-trimethyl- e
57.0 9.50 10.00
m/z 70.10  26.30%
5000
41,0
ol 250 \ Al so 980 1420 A p W V.
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030623\
Data File : VY@12833.D

Acqg On : 06 Mar 2023 18:52
Operator : KP/MD

Sample : 01742-01

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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 Heptane, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.959  22.93 ug/l 172339 1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
2 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 59
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 58
4 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 53
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 49

Abundance Scan 1335 (9.959 min): VY012833.D\data.ms (-1325) (-) m/z 43.10 100.00%
43.1

9

85.1

A

| ‘ 69.1 114.0 10.00
0l el m/z 57.05 82.03%

miz-> 20 40 60 80 100 120 140
Abundance #8631: Heptane, 3-methyl-
430 /\
8.0 JAwYS

5000
10.00
2710 m/z 85.10  72.20%
T
O\\\\‘\\\\i}\\‘\"\\‘H\\‘\‘\\\‘\\\\’\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #111144: Oxalic acid, butyl isohexyl ester
43.0
Ao
10.00
5000 85.0 m/z 41.10  60.49%
69.0
o 0L o meouno
B e L o e
miz--> 20 40 60 80 100 120 140 }\
Abundance #8637: Hexane, 2,4-dimethyl- e
43.0 10.00

m/z 56.10  53.35%

85.0
5000
i /\FAﬂ\
0 H ‘\ ‘\ \‘ 69\H0 ‘\ 114.0 A , ‘ﬁ‘ —

m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030623\
Data File : VY@12833.D

Acqg On : 06 Mar 2023 18:52
Operator : KP/MD

Sample : 01742-01

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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 Octane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.368 37.26 ug/l 305776  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 91
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
3 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 53
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50
5 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 50

Abundance Scan 1402 (10.368 min): VY012833.D\data.ms (-1394) (- m/z 43.05 100.00%
3.0

5000 85.1
“ ‘ 114.2 10.00 10.50
Obrrrrided L U mjz 41.16 55.16%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #8621: Octane
43.0
5000 j\ ‘ M

85.0 10.00 10.50
m/z 85.10 48.18%

A | ) nse
O\\\‘\\\\‘}\\‘\“\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14544: Heptane, 2,4-dimethyl-
43.0
..V
10.00 10.50
5000 85.0 ITI/Z 57.10 41.507%
Jiso, | s | o
s T B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59074: Undecane, 2,4-dimethyl- VLA A A
43.0 10.00 10.50
m/z 71.10 33.76%
85.0
5000
okl \‘M es.i J 126.0 169.0 L A M
R o L R e R
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50

82Y030223S.M Tue Mar 07 11:08:19 2023 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030623\
Data File : VY@12833.D

Acqg On : 06 Mar 2023 18:52
Operator : KP/MD

Sample : 01742-01

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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 Cyclohexane, 1,2-dimethyl-,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.520 12.91 ug/1l 105927  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 91
2 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 91
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 91
4 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 91
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 90
Abundance Scan 1427 (10.520 min): VY012833.D\data.ms (-1422) (- | m/z 97.10 100.00%
97.1
55.1
5000
41.1 1121 j\j\ .
701 T T T T T T T
|
o‘w‘H‘,"H‘mw“H‘Nm‘Hu‘w‘Hw,mH_u:!_m,mw m/z 55.10  71.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
5000 41.0 fAioJLo T
69.0 ’
112.0 o
m/z 41.10 38.63%
27.0 ‘ 83.0 ‘
0\\‘\\\\’\\\\‘\\\\‘\‘\\\’\H\‘\‘\\\‘!‘\\\\’\M\\‘\\\1‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7609: Cyclohexane, 1,4-dimethyl-
=
10.50
5000 m/z 112.10 33.85%
41.0 112.0
‘ 69.0 83.0
NP
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #7698: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0 10.50
97.0 m/z 56.10  23.67%
41.0
5000
27.0 112.0
il Ay
0“_‘H,H‘«‘H‘_LHpHﬁ‘HJM‘H‘M‘H‘H‘W‘H‘M‘H“ e B
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\VY030623\
Data File : VY@12833.D

Acqg On : 06 Mar 2023 18:52
Operator : KP/MD

Sample : 01742-01

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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, 1,3-dimethyl-,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.618 18.21 ug/l 149431  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 96
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 93
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 93
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 91
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 91

Abundance Scan 1443 (10.618 min): VY012833.D\data.ms (-1434) (- | m/z 97.10 100.00%
55.0 97.1
5000
411 112.1 j\
69.1 SVLVE SRR
‘ ‘ 83.1 10.50 11.00
o‘H‘HH‘m‘,‘WMHMJW“1“”““““‘1‘wul_wmw m/z 55.85 86.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 410 M U
112.0 10.50 11.00
270 69.0 m/z 112.10  36.26%
H 83.0
O\\\‘\\\\‘\\\\’\\\\‘\‘\\\“\‘\\‘\‘\\\“\1\\\\“\H\\‘\\‘\l‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7669: Cyclohexane, 1,4-dimethyl-, cis-
558.0 97.0 A
— £
10.50 11.00
5000 41.0 ITI/Z 41.10 35.95%
112.0
27.0
T Ml
IS | o T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /J\]\V\/\J\ﬁJb\
Abundance #7676: Cyclohexane, 1,3- dwneWwL cis- A T
55.0 97.0 10.50 11.00
m/z 56.10 26.03%
5000 41.0
112.0
27.0 69.0 ﬁAAJ\jwwwﬁ
83.0
NEERINNN ) P -0 T O A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030623\
Data File : VY@12833.D

Acqg On : 06 Mar 2023 18:52
Operator : KP/MD

Sample : 01742-01

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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, 1,3,5-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.971 10.71 ug/l 87871  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 94
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 87
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 81
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 74
5 3-Octen-2-one 126 C8H140 001669-44-9 47

Abundance Scan 1501 (10.971 min): VY012833.D\data.ms (-1496) (- m/z 69.10 100.00%
69.1
111.1
55.0
5000 41.1 A/\
126.1 | S
83.1
I Bt c O
ol e et Sl m/z 111.10  84.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13261: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
55.0
5000 T
11.00
410 126.0 m/z 55.05 53.94%
270 || 80970
O \H’\H\‘H\‘\“HH‘i“\\\‘\‘H‘\‘\H‘\’\H\‘\}H‘H\‘\“HH‘}H\’\H‘\’\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0
55.0 ~
41.0 11.00
5000 m/z 41.10 37.47%
21.0 126.0
83.0
YT P T O O O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13306: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. e
69.0 111.0 11.00
m/z 126.10 25.29%
5000 55.0
41.0 126.0
NS o O T 2 N D PRV AV LWV 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\VY030623\
Data File : VY@12833.D

Acqg On : 06 Mar 2023 18:52
Operator : KP/MD

Sample : 01742-01

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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 Cyclohexane, ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.038 15.31 ug/1l 125696  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 90
2 trans-3,4-Dimethyl-2-hexene 112 C8H16 019550-82-4 53
3 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 53
4 trans-4,4-Dimethyl-2-hexene 112 C8H16 019550-83-5 53
5 4-Oxohex-2-enal 112 C6H802 020697-55-6 50
Abundance Scan 1512 (11.038 min): VY012833.D\data.ms (-1508) (- m/z 83.10 100.00%
83.1
55.1
5000
ar1 112.1
| oh1 ‘ 11.00
O onpe el ol SR e e m/z 55.10  53.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7535: Cyclohexane, ethyl-
83.0
55.0 \
5000 ~—— :
41.0 11.00
112.0 m/z 82.10 47.72%
27.0 69.0 ‘
O\\‘\\\\‘\\\‘\“\\\\‘i1‘\\\‘\‘M\\’\\\“\‘i\\\\‘\1\\‘\9\\7\.(‘)\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7619: trans-3,4-Dimethyl-2-hexene
55.0 83.0 J\_
T T \
11.00
5000 m/z 41.10 27.52%
41.0
112.0
27.0
‘ ‘ 69.0 970
0"""‘“"1‘_"‘{1“"i‘Mw,"MH"‘m“u!H“H‘Wuwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7593: 2-Hexene, 2,3-dimethyl- — ‘
55.0 11.00
83.0 m/z 112.16  22.13%
5000 41.0
69.0 112.0
il _
97.0
ol 240 L kbbbl 0L Ul
m/z--> 10 20 30 40 50 60 70 80 90 100 110 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030623\
Data File : VY@12833.D

Acqg On : 06 Mar 2023 18:52
Operator : KP/MD

Sample : 01742-01

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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 8 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.087 11.83 ug/l 97065  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 74
2 Cyclohexane, 1,4-dimethyl-2-octa... 364 C26H52 055282-02-5 50
3 1,1,4-Trimethylcyclohexane 126 CO9H18 007094-27-1 50
4 Cyclooctane, butyl- 168 C12H24 016538-93-5 47
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 47

Abundance Scan 1520 (11.087 min): VY012833.D\data.ms (-1516) (- m/z 111.05 100.00%
114.1
69.1
5000
R \
‘ 11.00
0L ‘:‘ AL w“‘wh e e e R e m/z 69.10 70.50%
m/z--> 50 100 150 200 250 300 350
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 —— :
11.00
m/z 55.10 37.35%
74 ]|]
O\\H\}“M\“\‘\"\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance  #273819: Cyclohexane, 1,4-dimethyl-2-octadecyl-
111.0
T \
11.00
m/z 41.10 31.85%
5000 69.0 /
0 ‘L ‘\\ L. | 153.0194.0 2520  323.0364.(
e T
m/z--> 50 100 150 200 250 300 350
Abundance #13237: 1,1,4-Trimethylcyclohexane T i
69.0 111.0 11.00
m/z 56.10 24.72%
5000
27.
oAl b .
m/z--> 50 100 150 200 250 300 350 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030623\
Data File : VY@12833.D

Acqg On : 06 Mar 2023 18:52
Operator : KP/MD

Sample : 01742-01

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.282  36.41 ug/l 298829  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 72
2 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 53
3 Octane 114 C8H18 000111-65-9 50
4 Octane, 4-methyl- 128 C9H20 002216-34-4 47
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 43
Abundance Scan 1552 (11.282 min): VY012833.D\data.ms (-1543) (- | m/z 43.10 100.00%
5000 71.0
AL —
1111 11.00 11.50
| | 10 |, 1282 .
0ttty e e m/z 57.10 47.69%
miz--> 20 40 60 80 100 120 140 160
Abundance #14530: Octane, 2-methyl-
43.0
5000
11.00 11.50
710 m/z 41.10 47.53%
113.0
026‘L’
miz--> 20 40 60 80 100 120 140 160
Abundance #45503: Decane, 2,9-dimethyl-
43.0
—— =
11.00 11.50
5000 71.0 m/z 71.05 38.37%
AT A AL L
m/z--> 20 40 60 80 100 120 140 160
Abundance #8620: Octane 5 ™
43.0 11.00 11.50
m/z 85.10 28.09%
5000
85.0
fmh | e | o (FORYLIV
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\VY030623\
Data File : VY@12833.D

Acqg On : 06 Mar 2023 18:52
Operator : KP/MD

Sample : 01742-01

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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 Octane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.380  15.23 ug/1 124973  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 91
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 74
3 Heptane, 4-(1-methylethyl)- 142 C1eH22 052896-87-4 59
4 Undecane, 6-methyl- 170 C12H26 017302-33-9 50
5 Aziridine, 1-acetyl-2-methyl- 99 C5HONO 013416-47-2 47
Abundance Scan 1568 (11.380 min): VY012833.D\data.ms (-1563) (- m/z 57.10 100.00%
57.1
5000
41.1
98.1
‘ ‘ 128.2 11. 00 11 50
O bl 1282y 41,18 30.70%
miz-> 20 40 60 80 100 120 140
Abundance #14528: Octane, 3-methyl-
57.0
5000 — =t
11.00 11.50
4110 m/z 43.10  29.19%
‘ ‘ 98.0
O\\J-\\q\‘\‘\\‘\\\‘\‘\\“\\‘\\\\“[\\\\‘1\2\8\0\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #14560: Heptane, 2,5-dimethyl-
57.0
11. OO 1l 50
5000 m/z 56.10 24 .46%
41,0
99.0
0 2500 1)) i | 830 | 128.0
e
miz--> 20 40 60 80 100 120 140
Abundance #22132: Heptane, 4-(1-methylethyl)- — =
57.0 11.00 11.50
m/z 98.10 17.47%
5000
410 98.0
o150 | e om0 120 bl N
T B At o R R
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY030623\
Data File : VY@12833.D

Acqg On : 06 Mar 2023 18:52
Operator : KP/MD

Sample : 01742-01

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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, 2-methyl- 9.819 26.1 ug/l 196066 2 8.691 375723 50.0
Heptane, 3-methyl- 9.959 22.9 ug/l 172339 2 8.691 375723 50.0
Octane 10.368 37.3 ug/l 305776 3 11.489 410375 50.0
Cyclohexane, 1,... 10.520 12.9 ug/l 105927 3 11.489 410375 50.0
Cyclohexane, 1,... 10.618 18.2 ug/l 149431 3 11.489 410375 50.0
Cyclohexane, 1,... 10.971 10.7 ug/l 87871 3 11.489 410375 50.0
Cyclohexane, et... 11.038 15.3 wug/l 125696 3 11.489 410375 50.0
Cyclohexane, 1,... 11.087 11.8 ug/l 97065 3 11.489 410375 50.0
Octane, 2-methyl- 11.282 36.4 ug/l 298829 3 11.489 410375 50.0
Octane, 3-methyl- 11.380 15.2 ug/l 124973 3 11.489 410375 50.0
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