LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062625\
Data File : VY022845.D

Acqg On : 26 Jun 2025 13:20
Operator : SY/MD

Sample : Q2413-06

Misc : 6.53g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 9 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\82Y0623255.M
Title : SW846 8260
Signal : TIC: VY@22845.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.622 462 476 489 rBv2 40915 130610 2.79% 0.380%
2 7.640 959 971 976 rBV 242733 585325 12.51% 1.701%
3 7.713 976 983 993 rvVB 412811 957239 20.46% 2.782%
4 8.067 1032 1041 1054 rVB 206621 464132  9.92%  1.349%
5 8.615 1122 1131 1146 rBV 672212 1339907 28.63% 3.894%
6 9.109 1195 1212 1219 rBV 270185 590567 12.62% 1.716%
7 9.390 1248 1258 1265 rVB3 33746 97373 2.08% 0.283%
8 9.536 1275 1282 1290 rBV2 42650 83414 1.78% 0.242%
9 9.688 1298 1307 1311 rBV 50074 97581 2.09% 0.284%
10 9.749 1311 1317 1321 rBV 237410 434129 9.28% 1.262%

11 9.890 1329 1340 1352 rVB 279577 653117 13.96% 1.898%

12 10.036 1360 1364 1368 rVV2 26830 52462 1.12% 0.152%
13 10.103 1368 1375 1390 rVB 2317247 4679479 100.00% 13.599%
14 10.231 1390 1396 1398 rBV2 50729 76667 1.64% ©.223%
15 10.298 1398 1407 1414 rVB2 788663 1483435 31.70% 4.311%
16 10.450 1421 1432 1439 rVB 610551 1160283 24.80% 3.372%
17 10.548 1439 1448 1453 rBV 932262 1769612 37.82% 5.143%
18 10.591 1453 1455 1459 rWw 92402 128775 2.75% ©.374%
19 10.639 1459 1463 1468 rVB2 134143 206169 4.41% ©.599%
20 10.731 1472 1478 1483 rVB2 247914 393997 8.42%  1.145%

21 10.828 1488 1494 1501 rBV 230191 452914  9.68%
22 10.902 1501 1506 1508 rVV 495313 850128 18.17%
23 10.932 1508 1511 1513 rVV 565452 888041 18.98%
24 10.963 1513 1516 1521 rVV 837894 1324710 28.31%
25 11.017 1521 1525 1530 rVV 510142 858113 18.34%

NWNDNBR
U1
o]
=
S

26 11.072 1530 1534 1538 rVB 114066 161315 3.45%
27 11.133 1538 1544 1548 rBV3 203295 383843 8.20%
28 11.213 1548 1557 1567 rVB3 1007565 2623827 56.07%
29 11.310 1567 1573 1578 rBV 561393 891743 19.06%
30 11.414 1584 1590 1600 rBV 1044359 1728798 36.94%

VNN EREP,O
(9]
N
%
R

31 11.505 1600 1605 1608 rvv3 95515 167610  3.58%
32 11.548 1608 1612 1616 rVV 304459 483615 10.33%
33 11.603 1616 1621 1623 rVV 346412 616363 13.17%
34 11.639 1623 1627 1635 rVV2 1105516 2511513 53.67%
35 11.706 1635 1638 1643 rVB 214857 323493  6.91%
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N
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=
S

36 11.822 1651 1657 1660 rBV3 45053 75760  1.62% 0.220%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062625\
Data File : VY022845.D

Acqg On : 26 Jun 2025 13:20
Operator : SY/MD

Sample : Q2413-06

Misc : 6.53g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 9 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\82Y0623255.M

Title : SW846 8260

37 11.926 1667 1674 1686 rBV5 285533 921159 19.69% 2.677%
38 12.084 1697 1700 1703 rBV 44668 66756 1.43% 0.194%
39 12.127 1703 1707 1710 rVB 87122 111079 2.37% 0.323%
40 12.176 1710 1715 1718 rBv2 88227 131730 2.82% 0.383%
41 12.407 1747 1753 1762 rVV2 843453 1435157 30.67% 4.171%
42 12.731 1801 1806 1811 rVB2 51780 84882 1.81% 0.247%
43 13.041 1851 1857 1862 rVB 32517 49861 1.07% 0.145%
44 13.346 1900 1907 1917 rVB 895667 1412577 30.19% 4.105%
45 13.669 1954 1960 1964 rBvV2 38347 64208 1.37% 0.187%

46 13.883 1989 1995 2001 rVB2 257872 407127 8.70% 1.183%

Sum of corrected areas: 34410595
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Data Path :
. VY022845.D

Data File
Acqg On
Operator
Sample
Misc

ALS vial

: 26 Jun 2025 13:20
: SY/MD

: Q2413-06

: 6.53g/5.0mL/MSVOA_Y/SOIL/B

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062625\

: 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062325S.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VY022845.D\data.ms
2000000
1500000
1000000
500000
4.622
0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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 6.60
Abundance TIC: VY022845.D\data.ms
10.103
2000000
1500000
11.639
1121§1Al4
1000000
10.298
8.615
500000 7.713
7 _/E;O/i 8.067 9.109 9,749,890
. .23
o N T L semsees o
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY022845.D\data.ms
2000000
1500000
1000000 12.407 13.346
500000
13.883
. 12.731 13.041 13.669
0 T T ‘ T T ‘ T T T T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062625\
Data File : VY022845.D

Acqg On : 26 Jun 2025 13:20
Operator : SY/MD

Sample : Q2413-06

Misc : 6.53g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062325S.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 10
R.T. EstConc Area Relative to ISTD R.T.
9.890 24.37 ug/l 653117 1,4-Difluorobenzene 8.615

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
2 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 64
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
4 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 64
5 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 64
Abundance Scan 1340 (9.890 min): VY022845.D\data.ms (-1329) (-) m/z 43.10 100.00%
43.1 85.1
5000
9.50 10.00
114.2
Ob oot bl T 4T3 1808 s 57 10 89.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8631: Heptane, 3-methyl-
43.0
85.0
5000
9.50 10.00
m/z 85.10  83.74%
‘ 114.0
O\\J-\S\.‘O\\\\‘i‘}\\“\“\\‘H\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61058: Hexane, 1,1'-oxybis-
43.0
85.0
— L
9.50 10.00
5000 m/z 41.10 65.60%
0.15.0 ] Ll 1150 140
A e T o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8637: Hexane, 2,4-dimethyl-
43.0 9.50 10.00
m/z 56.10 60.47%
85.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062625\
Data File : VY022845.D

Acqg On : 26 Jun 2025 13:20
Operator : SY/MD

Sample : Q2413-06

Misc : 6.53g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062325S.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.
10.298 42.90 ug/l 1483440  Chlorobenzene-d5 11.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 91
2 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 72
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 53
Abundance Scan 1407 (10.298 min): VY022845.D\data.ms (-1398) (| m/z 43.85 100.00%
3.0
85.0
5000
1142 10.00 10.50
146.9 208.0 281.: o
0‘H‘HH_H‘MHW‘HWHH‘HHMH‘_HWH‘WHHM‘H_HW‘HWH m/z 41.1@ 55.57%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #8620: Octane
43.0
5000 S AV
10.00 10.50
85.0 m/z 85.05 51.78%
L e
O \H‘\}\\‘\H\’\H\’\\H‘HH‘H\\‘H\\‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #127948: Oxalic acid, isohexyl pentyl ester
43.0
10.00 10.50
5000 m/z 57.10 44.73%
85.0
O b bl 12901610
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14544: Heptane, 2,4-dimethyl-
43.0 10.00 10.50
m/z 71.05 35.89%
5000
0 ,,0,,
m/z--> 20 40 60 80 100120140160180200220240260280 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062625\
Data File : VY022845.D

Acqg On : 26 Jun 2025 13:20
Operator : SY/MD

Sample : Q2413-06

Misc : 6.53g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062325S.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 Cyclohexane, 1,2-dimethyl-,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.451 33.56 ug/l 1160280 Chlorobenzene-d5 11.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 96
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 90
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 90
4 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 81
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 74
Abundance Scan 1432 (10.450 min): VY022845.D\data.ms (-1421) (- | m/z 97.10 100.00%
97.1
55.1
5000
H | 10.50
Ol ALl L1829 2071 4, 5510 77.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
5000
10.50
m/z 41.10 41.14%
) |
0\\\‘\H\\“‘\\\“\“\\\‘h\\\“\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
——
10.50
5000 m/z 112.10 37.86%
27.0
0 RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0 97.0 10.50
m/z 56.05 29.87%
5000
27.0
0 REEE AL
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062625\
Data File : VY022845.D

Acqg On : 26 Jun 2025 13:20
Operator : SY/MD

Sample : Q2413-06

Misc : 6.53g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062325S.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, 1,3-dimethyl-,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.548 51.18 ug/l 1769610 Chlorobenzene-d5 11.414
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-, trans- 112 C8H16 002207-04-7 96
3 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 95
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 94
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 91
Abundance Scan 1448 (10.548 min): VY022845.D\data.ms (-1439) (- m/z 97.05 100.00%
1.0
55.0
5000
‘ ‘ 10.50
ol d g 4 L are7 280 L. s5p5  83.99%
miz--> 50 100 150 200 250
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
550 97.0
5000
10.50
m/z 112.10  37.87%
01\5‘\0“\ Lh \‘h\h‘ 7 L B B I B B B
miz--> 50 100 150 200 250
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0
10.50
5000 m/z 41.10 34.69%
o120 - . -
m/iz--> 50 100 150 200 250
Abundance #7615: Cyclohexane, 1,4-dimethyl- re
55.0 10.50
97.0 m/z 56.05 24.53%
- J\\/j\J/\]kvamﬁJﬂxA
01‘5‘-9\\\‘ ‘m‘hh i a7k
m/z--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062625\
Data File : VY022845.D

Acqg On : 26 Jun 2025 13:20
Operator : SY/MD

Sample : Q2413-06

Misc : 6.53g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062325S.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 5 Cyclohexane, 1,3,5-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.902  24.59 ug/l 850128 Chlorobenzene-d5 11.414
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 001795-27-3 93
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 93
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 83
5 3-Octen-2-one 126 C8H140 001669-44-9 47

Abundance Scan 1506 (10.902 min): VY022845.D\data.ms (-1501) (- m/z 111.10 100.00%
69.1 111.1
5000
391 — SSALLY
H‘ ‘ H 1050 11.00
ol b 4 4 2078 28 n/; 9.1 97.20%
miz--> 50 100 150 200 250
Abundance #13261: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
5000 0 ——
10.50 11.00
m/z 55.10 58.46%
39,0 ‘
O T T H\ ‘iH ““\ ‘! \h T " \‘ T ‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #13305: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0
5 e
10.50 11.00
5000 m/z 41.10 39.51%
39.0
0 ‘“ A “ N
m/iz--> 50 100 150 200 250
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4 — —
69.0 111.0 10.50 11.00
m/z 126.20 27.03%
5000
39.0 J\A
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062625\
Data File : VY022845.D

Acqg On : 26 Jun 2025 13:20
Operator : SY/MD

Sample : Q2413-06

Misc : 6.53g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062325S.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 Cyclohexane, 1,2-dimethyl-,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.932  25.68 ug/l 888041 Chlorobenzene-d5 11.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 91
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 90
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 72
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 64
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 58
Abundance Scan 1511 (10.932 min): VY022845.D\data.ms (-1508) (| m/z 97.10 100.00%
97.1
55.1
- j\/\/w_/\
A
H ' 1200
ob—— b Bl ) 11829 1919 28L. n/; 55,18 76.07%
miz--> 50 100 150 200 250
Abundance #7671: Cyclohexane, 1,2-dimethyl-, cis-
55.0
97.0
5000 T
11.00
m/z 83.10 48.39%
180 ‘\ ‘ |
O \‘\ ‘\ } "M\ H\‘ \‘ T " \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #7699: Cyclohexane, 1,2-dimethyl- (cis/trans)
=
550 97.0
—
11.00
5000 m/z 112.10 36.80%
NI
m/iz--> 50 100 150 200 250
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
550 97.0 11.00
m/z 70.10 35.39%
5000
0250 T o
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062625\
Data File : VY022845.D

Acqg On : 26 Jun 2025 13:20
Operator : SY/MD

Sample : Q2413-06

Misc : 6.53g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062325S.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 4
R.T. EstConc Area Relative to ISTD R.T.
10.963  38.31 ug/l 1324710 Chlorobenzene-d5 11.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
2 4-0Oxohex-2-enal 112 C6H802 020697-55-6 58
3 Cyclohexanecarboxylic acid, ethe... 154 C9H1402 004840-76-0 50
4 Cyclohexane, bromo- 162 C6H11Br 000108-85-0 50
5 Cyclopropane, 2-bromo-1,1,3-trim... 162 C6H11Br 036617-00-2 47
Abundance Scan 1516 (10.963 min): VY022845.D\data.ms (-1513) (- m/z 83.10 100.00%
83.1
w J\LM
41.1 A
‘ 1 11.00
ol L4 1B 2082 28L0 . 551 47.66%
miz-> 50 100 150 200 250
Abundance #7533: Cyclohexane, ethyl-
83.0
5000 410 T
11.00
m/z 82.10 45.68%
O \‘\ H\ Lh ‘H‘\ H} \“ T ‘11\%.\0\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #7205: 4-Oxohex-2-ena
83.0
11.00
5000 m/z 41.10 24.31%
29.0
P O D O
miz--> 50 100 150 200 250
Abundance  #32200: Cyclohexanecarboxylic acid, ethenyl ester T
83.0 11.00
m/z 112.15 19.67%
50001 410
oL L ol Js-o 140
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062625\
Data File : VY022845.D

Acqg On : 26 Jun 2025 13:20
Operator : SY/MD

Sample : Q2413-06

Misc : 6.53g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062325S.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 8

R.T. EstConc Area Relative to ISTD R.T.
11.017 24.82 ug/1l 858113  Chlorobenzene-d5 11.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 94
2 Cyclooctane, butyl- 168 C12H24 016538-93-5 64
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 59
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 53
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 50

Abundance Scan 1525 (11.017 min): VY022845.D\data.ms (-1521) (- | m/z 111.10 100.00%
111.1
69.1
5000
T T
391‘ ‘ 11.00
o— I ‘M‘ bl 2ATL2800 6910 70.14%
miz--> 50 100 150 200 250
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 — :
11.00
39.0 m/z 55.10 39.52%
O\\H\‘H“‘“‘\“
miz--> 50 100 150 200 250
Abundance #43496: Cyclooctane, butyl-
69.0
111.0 — ‘
11.00
5000 m/z 41.10 34.45%
29.0
ol u“dh‘n T S
m/iz--> 50 100 150 200 250
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. — ‘
69.0 111.0 11.00
m/z 56.10 22.76%
5000 39,0 M
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062625\
Data File : VY022845.D

Acqg On : 26 Jun 2025 13:20
Operator : SY/MD

Sample : Q2413-06

Misc : 6.53g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062325S.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 2-Acetylcyclopentanone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.213  75.89 ug/l 2623830  Chlorobenzene-d5 11.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Acetylcyclopentanone 126 C7H1002 001670-46-8 52
2 Hexyl octyl ether 214 C14H3e0 017071-54-4 38
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 38
4 Oxazole, trimethyl- 111 C6HINO 020662-84-4 30
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 30
Abundance Scan 1557 (11.213 min): VY022845.D\data.ms (-1548) (- | m/z 43.10 100.00%
43.1
R —44
‘ 7$L ‘ ) 11.00 11.50
bl At® b L 207L  28L. n/; 41,10 63.28%
miz-> 50 100 150 200 250
Abundance #12762: 2-Acetylcyclopentanone
43.0
111.0
5000 —r L
11.00 11.50
# L} m/z 69.10 53.14%
O].ZLO ‘““ ”‘H\h“\‘g‘\‘i‘\ "‘\‘\‘\ L L B B B B s B
miz--> 50 100 150 200 250
Abundance #92363: Hexyl octyl ether
43.0 85.0
—— L
11.00 11.50
5000 m/z 57.10 52.55%
8 —
miz--> 50 100 150 200 250
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
69.0 111.0 11.00 11.50
m/z 111.05 51.29%
5000
I M&
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062625\
Data File : VY022845.D

Acqg On : 26 Jun 2025 13:20

Operator : SY/MD

Sample : Q2413-06

Misc : 6.53g/5.06mL/MSVOA_Y/SOIL/B

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062325S.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 Octane, 3-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.310  25.79 ug/1 891743  Chlorobenzene-d5 11.414
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 87
3 Undecane, 6-methyl- 170 C12H26 017302-33-9 59
4 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 53
5 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 53

Abundance Scan 1573 (11.310 min): VY022845.D\data.ms (-1567) (-
57.1
5000
‘ 98.1
ool L vm2 o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14537: Octane, 3-methyl-
57.0
5000
29.0
98.0
O\‘\‘}\\“‘\\\“‘\\“‘\\‘i‘\\\“\\\\]‘-\2\8\.0\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14560: Heptane, 2,5-dimethyl-
57.0
5000
29.0
99.0
S £ 1 A ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45491: Undecane, 6-methyl-
57.0
5000
98.0
g NN
obr by d 1260 1700
m/z--> 20 40 60 80 100 120 140 160 180 200

m/z 57.10 100.00%

11.00

11.50

m/z 41.10

30.49%

.
11.00

=
11.50

m/z 43.10

26.02%

1
11.00

11.50

m/z 56.05

23.01%

I
11.00

T
11.50

m/z 98.10

11.00

18.90%

11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062625\
Data File : VY022845.D

Acqg On : 26 Jun 2025 13:20
Operator : SY/MD

Sample : Q2413-06

Misc : 6.53g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062325S.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- 9.890 24.4 ug/l 653117 2 8.615 1339910 50.0
Octane 10.298 42.9 ug/l 1483440 3 11.414 1728800 50.0
Cyclohexane, 1, 10.451 33.6 ug/l 1160280 3 11.414 1728800 50.0
Cyclohexane, 1,... 10.548 51.2 wug/l 1769610 3 11.414 1728800 50.0
Cyclohexane, 1,... 10.902 24.6 ug/l 850128 3 11.414 1728800 50.0
Cyclohexane, 1,... 10.932 25.7 ug/l 888041 3 11.414 1728800 50.0
Cyclohexane, et... 10.963 38.3 ug/l 1324710 3 11.414 1728800 50.0
Cyclohexane, 1,... 11.017 24.8 ug/l 858113 3 11.414 1728800 50.0
2-Acetylcyclope... 11.213 75.9 ug/l 2623830 3 11.414 1728800 50.0
Octane, 3-methyl- 11.310 25.8 ug/l 891743 3 11.414 1728800 50.0
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