LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020524\
Data File : VY017224.D

Acqg On : 05 Feb 2024 13:19
Operator : SY/MD

Sample : P1366-05

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL/A

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\82Y020124S.M

Title : SW846 8260

Signal : TIC: VY@17224.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.729 463 477 493 rBV6 10451 39301 2.55% 0.345%
2 6.704 789 801 815 rBV3 32952 106171 6.90% 0.931%
3 7.734 960 970 975 rBV 60393 146662 9.53%  1.286%
4 7.801 975 981 988 rVW 117740 277225 18.02%  2.430%
5 7.887 988 995 1008 rVV 127812 318947 20.73%  2.796%
6 8.155 1030 1039 1052 rBV 53647 123425 8.02% 1.082%
7 8.338 1054 1069 1084 rBV 656857 1538684 100.00% 13.488%
8 8.704 1120 1129 1139 rBV 226689 444056 28.86%  3.893%
9 9.021 1172 1181 1189 rVB2 7744 17055 1.11% 0.150%
10 9.203 1202 1211 1215 rBV 92864 187221 12.17% 1.641%
11 9.252 1215 1219 1226 rVV 115027 220343 14.32%  1.931%
12 9.331 1226 1232 1246 rVB 72353 148718 9.67% 1.304%
13 9.630 1272 1281 1292 rBV 517604 981986 63.82% 8.608%
14  9.764 1292 1303 1310 rBV 402547 868336 56.43% 7.612%
15 9.947 1326 1333 1348 rVB3 24431 60659 3.94% 0.532%

16 10.124 1351 1362 1368 rBV 261468 456868 29.69%
17 10.191 1368 1373 1378 rVV 282464 483589 31.43% 4.239%
18 10.252 1378 1383 1397 rVW 843675 1468775 95.46% 12.875%

IN
(o)
[
Ul
3R

19 10.380 1397 1404 1412 rVB2 17141 30578 1.99% 0.268%
20 10.575 1431 1436 1442 rVB4 10563 21040 1.37% 0.184%
21 10.648 1442 1448 1455 rVB 54895 94964 6.17% 0.832%
22 10.910 1485 1491 1500 rBV2 13998 29480 1.92% 0.258%
23 11.045 1506 1513 1518 rVB4 9330 17818 1.16% ©0.156%
24 11.221 1538 1542 1546 rW 10506 17663 1.15% ©.155%
25 11.295 1546 1554 1565 rVB7 7607 24262 1.58% ©0.213%
26 11.502 1579 1588 1594 rVV 381969 676543 43.97%  5.930%
27 11.575 1594 1600 1613 rVVv2 64235 151980 9.88% 1.332%
28 11.715 1613 1623 1626 rVV2 24253 54799 3.56% ©.480%
29 11.752 1626 1629 1640 rVB 46934 75696  4.92% 0.664%
30 11.947 1657 1661 1665 rBV 20596 31887 2.07% ©.280%
31 12.038 1670 1676 1683 rVv2 12771 28378 1.84% ©.249%
32 12.124 1683 1690 1696 rVB 21739 37141 2.41% 0.326%
33 12.337 1720 1725 1729 rBV 11958 18366 1.19% 0.161%
34 12.477 1740 1748 1758 rBV2 278207 668254 43.43% 5.858%
35 12.569 1758 1763 1769 rBV2 14387 34080 2.21% ©.299%
36 12.636 1769 1774 1779 rBV 55495 98194 6.38% 0.861%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020524\
Data File : VY017224.D

Acqg On : 05 Feb 2024 13:19
Operator : SY/MD

Sample : P1366-05

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL/A

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\82Y020124S.M
Title : SW846 8260
37 12.745 1785 1792 1796 rBV3 17195 29164 1.90% 0.256%
38 12.843 1800 1808 1814 rVV2 66200 142257 9.25% 1.247%
39 12.892 1814 1816 1825 rVB 12118 18442 1.20% 0.162%
40 12.983 1825 1831 1834 rBV 10726 19712 1.28% 0.173%
41 13.081 1839 1847 1851 rVwV 67503 113548 7.38% 0.995%
42 13.130 1851 1855 1860 rVB 22722 33288 2.16% 0.292%
43 13.184 1860 1864 1870 rVB 25038 38278 2.49% 0.336%
44 13.294 1870 1882 1886 rBV 64450 140019 9.10% 1.227%
45 13.434 1897 1905 1910 rBV 319718 525158 34.13% 4.603%
46 13.489 1910 1914 1925 rVB 90754 196361 12.76% 1.721%
47 13.654 1934 1941 1949 rBvV4 38012 80062 5.20% 0.702%
48 13.837 1967 1971 1976 rVB3 11922 21936 1.43% 0.192%
49 14.392 2058 2062 2072 rVB3 22551 50538 3.28% 0.443%
Sum of corrected areas: 11407907
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020524\

: VY017224.D

: 05 Feb 2024 13:19

: SY/MD

: P1366-05

: 4.58g/5.0mL/MSVOA_Y/SOIL/A
: 9 Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
800000

700000

600000

500000

400000

300000

200000

100000

0

TIC: VY017224.D\data.ms

4729 6.704

Time-->

HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H\\‘HH‘\ﬁ\\‘\\\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HHT

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
800000

700000

600000

500000

400000

300000

200000

100000

TIC: VY017224.D\data.ms

10.252

8.338

9.630

9.764 11.502

10957

8.704

10.648
9.947

2
02 331
9.021

0
Time-->

.57@7 5
0.3800.575 10.90004B1122d05 | | /L1 74
LA B R R T f [N B —

N i
10.50 11.00 11.50

10.00

— ‘
9.00 9.50

Abundance
800000

700000

600000

500000

400000

300000

200000

100000

Time-->

11PA 242 33
0' 1

TIC: VY017224.D\data.ms

13.434

12.477

14.392

.5
T T ‘/\\ T T T T T T T

12.50

T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
12.00 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\VY020524\
Data File : VY@017224.D

Acqg On : 05 Feb 2024 13:19
Operator : SY/MD

Sample : P1366-05

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 9 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 Pentane, 2,4-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.704 19.15 ug/l 106171  Pentafluorobenzene 7.801

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 64
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 53
3 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 50
4 2-Ethyl-oxetane 86 C5H100 1010386-40-2 50
5 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 43

Abundance Scan 801 (6.704 min): VY017224.D\data.ms (-789) (-) m/z 43.10 100.00%

43.1
57.1
5000
85.2 R RAR e s
‘ 11 100.0 6.40 6.60 6.80 7.00
0 ‘H‘H‘w‘H‘_‘H‘H‘W‘M‘_JH‘HNM‘H‘_MH‘H‘W‘H‘ m/z 57.10 80.86%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4480: Pentane, 2,4-dimethyl-
43.0
57.0
5000 LU B L R R R |
6.40 6.60 6.80 7.00
29.0 85.0 m/z 56.10 59.48%
0 150 || “‘ 71.0 \ 100.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4489: Butane, 2,2,3-trimethyl-
57.0
43.0 Y =SS,
6.40 6.60 6.80 7.00
5000 m/z 41.10 58.02%
150
0 HWww_ww_w wlly 790 | 1000
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4477: Pentane, 2,2-dimethyl- R
57.0 6.40 6.60 6.80 7.00
43.0 m/z 39.10 27.23%
5000
290 85.0
oL 10 15.0 M 7o 100.0
‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘ O RRamEE e R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020524\
Data File : VY@17224.D

Acqg On : 05 Feb 2024 13:19

Operator : SY/MD

Sample : P1366-05

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 9 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 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 2 Pentane, 2,3-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7.887 57.52 ug/l 318947  Pentafluorobenzene 7.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 95
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 50
3 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 38
4 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 38
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 37
Abundance Scan 995 (7.887 min): VY017224.D\data.ms (-988) (-) m/z 56.10 100.00%
56.1
5000
g | | 851 7.60 7.80 8.00 8.20
ot b 16820 s 43,10 69.92%
miz--> 20 40 60 80 100 120 140 160
Abundance #4484: Pentane, 2,3-dimethyl-
56.0
5000
29.0 7.60 7.80 8.00 8.20
m/z 57.10  62.57%
85.0
0\\\\‘\‘\\\“\\\““\\“i\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
AmaE e
7.60 7.80 8.00 8.20
5000 m/z 41.05 60.45%
29.0 ‘
‘ 830 1130
o‘m_‘m““mw‘w‘”_m_m_‘wHH_M
m/z--> 20 40 60 80 100 120 140 160
Abundance #226: Aziridine, 2-methyl-
28.0 56.0 7.60 7.80 8.00 8.20
’ m/z 71.15  39.20%
5000 /\
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020524\
Data File : VY@017224.D

Acqg On : 05 Feb 2024 13:19
Operator : SY/MD

Sample : P1366-05

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 9 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 3 Pentane, 2,2,4-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.338 173.25 ug/l 1538680 1,4-Difluorobenzene 8.704

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 83
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 83
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 83
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 78
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64

Abundance Scan 1069 (8.338 min): VY017224.D\data.ms (-1054) (-) m/z 57.10 100.00%

57.1
5000
41.0

“ 99.2 8.00 8.20 8.40 8.60
bl e e e M/z 56.10  33.93%

0 ‘ 83.1 114.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8660: Pentane, 2,2,4-trimethyl-
57.0
5000 /\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

8.00 8.20 8.40 8.60
41.0 m/z 41.05 24.28%

27,0 ‘ 99.0
\H‘HH‘HH‘HH‘\\\\‘\‘\H‘H‘\}‘HZ:‘[\.Q\‘HH‘HH“HH‘HH‘HH
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8655: Hexane, 2,2-dimethyl-
57.0

8.00 8.20 8.40 8.60

o

5000 m/z 43.10 17.56%
41.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 /\
Abundance #8676: Butane, 2,2,3,3-tetramethyl- e RaamRREEs S,
57.0 8.00 8.20 8.40 8.60

m/z 39.10 7.92%

5000
41.0
0 271
o 130 270 ‘\ w‘ 830 2901149

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020524\
Data File : VY@017224.D

Acqg On : 05 Feb 2024 13:19
Operator : SY/MD

Sample : P1366-05

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 9 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 Hexane, 2,5-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.203 21.08 ug/l 187221 1,4-Difluorobenzene 8.704

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 91
2 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 59
3 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 53
4 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 53
5 Pentane, 1-(2-propenyloxy)- 128 C8H160 023186-70-1 50

Abundance Scan 1211 (9.203 min): VY017224.D\data.ms (-1202) (-) m/z 57.10 100.00%

57.1
5000 4t
99.1 \
e
‘ H “‘ 83.1 ‘ 1%4'2 8.80 9.00 9.20 9.40 9.60
oty m/z 43.10 94.61%
m/z--> 20 40 60 80 100 120 140
Abundance #8641: Hexane, 2,5-dimethyl-
57.0
5000 99.0
410 : 8.80 9.00 9.20 9.40 9.60
m/z 41.10 50.71%
obso |l 7&20 o
\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\
mi/z--> 20 40 60 80 100 120 140
Abundance #22098: Octane, 2,7-dimethyl-
43.0
e e
8.80 9.00 9.20 9.40 9.60
5000 ITI/Z 42.10 31.89%
27.0 71.0 99.0
0 \‘ ‘\ ‘ | \“ Il ‘ ‘ 127 0142 0
e e
m/z--> 20 40 60 80 100 120 140
Abundance #59086: Decane, 2,6,7-trimethyl- Rmaas e A RENAREEEE
57.0 8.80 9.00 9.20 9.40 9.60
m/z 99.10 26.39%
5000
41,0
85.0 112.0
0 141.0 _MW_‘AW,H
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40 9.60

82Y020124S.M Tue Feb 06 16:36:14 2024 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020524\
Data File : VY@017224.D

Acqg On : 05 Feb 2024 13:19
Operator : SY/MD

Sample : P1366-05

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 9 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 Hexane, 2,4-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.252  24.81 ug/l 220343  1,4-Difluorobenzene 8.704

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 96
2 Undecane, 4,4-dimethyl- 184 C13H28 017312-68-4 59
3 Oxalic acid, diisohexyl ester 258 C14H2604 1010309-32-9 59
4 4,4-Dimethyl octane 142 C1eH22 015869-95-1 59
5 Sulfurous acid, butyl isohexyl e... 222 C10H2203S 1000309-17-2 53

Abundance Scan 1219 (9.252 min): VY017224.D\data.ms (-1215) (-) | m/z 43.10 100.00%

43.1
85.2
5000
‘ ‘ o & ‘ 1142 166.0 9.00 9.20 9.40 9.60
Ol A2 1690 0 hz 57,10 94.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8637: Hexane, 2,4-dimethyl-
43.0
85.0
5000
9.00 9.20 9.40 9.60
m/z 85.15 78.89%
0,150 H s | 1140
\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59072: Undecane, 4,4-dimethyl-
43.0 85.0
e AAREaaRE T
9.00 9.20 9.40 9.60
5000 m/z 41.10 53.23%
‘ ‘ 141.0
o2t Ll 1690
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #145448: Oxalic acid, diisohexyl ester
43.0 9.00 9.20 9.40 9.60
m/z 56.10 45.62%
85.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

82Y020124S.M Tue Feb 06 16:36:15 2024 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020524\
Data File : VY@017224.D

Acqg On : 05 Feb 2024 13:19
Operator : SY/MD

Sample : P1366-05

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 9 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 6 Pentane, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.331 16.75 ug/l 148718 1,4-Difluorobenzene 8.704

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 64
2 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 64
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 64
4 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 56
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 50
Abundance Scan 1232 (9.331 min): VY017224.D\data.ms (-1226) () | m/z 57.10 100.00%
57.1
5000
41.1
R ARREARZ BN
9.00 9.20 9.40 9.60
85.1 99.1
0 ‘H_HwHH_HwHH“e‘”w‘u“s‘H7“‘1:%wmww\ww‘_ m/z 56.10 57.18%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2049: Pentane, 3-methyl-
57.0
41.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\/\r
2700 9.00 9.20 9.40 9.60
m/z 41.10 28.11%
O il T 8s0
O \H‘\H\‘HH‘H}\‘HHi\H\‘\‘\\\‘HH‘\H\‘H}\‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8666: Pentane, 2,2,3-trimethyl-
57.0
9.00 9.20 9.40 9.60
5000 m/z 43.10 13.73%
41.0
27)0
. 0 1 [l 710850 990 1149
e e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8654: Hexane, 2,2-dimethyl-
57.0 9.00 9.20 9.40 9.60
m/z 39.05 8.41%
5000
41.0
27.0
ol 40 I 71.0 999 1140 Ma
T e e e e e e e A R
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020524\
Data File : VY@017224.D

Acqg On : 05 Feb 2024 13:19
Operator : SY/MD

Sample : P1366-05

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 9 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 Pentane, 2,3,4-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.630 110.57 ug/l 981986  1,4-Difluorobenzene 8.704

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 2,4,4-Trimethyl-1-hexene 126 CO9H18 051174-12-0 78

4 Hexane, 3-methyl- 100 C7H16 000589-34-4 78
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 78

Abundance Scan 1281 (9. 630 min): VY017224.D\data.ms (-1272) (-) m/z 43.10 100.00%

43.1 71.1
5000
57.1
| ‘ 9.50 10.00
Obrprerrprrrrrrrb et el 900 A2 sz 71010 91.18%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0 /L
5000
950 10 00
270 57.0 m/z 70.10 62.09%
0 \‘ H 97.0 114.0
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8635: Heptane, 4-methyl-
43.0
71.0 950 10 00
5000 m/z 41.10 31.53%
57.0
29.0
o150 A 850 990 114.0
R A L e B e e ARARAARaRAS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13220: 2,4,4-Trimethyl-1-hexene
43.0 71.0 9.50 10.00
m/z 55.10 24.38%
5000
29.0 97.0
0 15.0 H “\ TE’MO ‘\ | 11?'01260 j
A Raa Lo e T e e man et e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10 00

82Y020124S.M Tue Feb 06 16:36:17 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020524\
Data File : VY@017224.D

Acqg On : 05 Feb 2024 13:19
Operator : SY/MD

Sample : P1366-05

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 9 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 Pentane, 2,3,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.764 97.77 ug/l 868336 1,4-Difluorobenzene 8.704

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 72
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 59
4 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 59
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59

Abundance Scan 1303 (9.764 min): VY017224.D\data.ms (-1292) (-) m/z 43.10 100.00%

43.1
70.0
5000

| ‘ 99.2 9.50 10.00
0l bl e e 2889 sz 70.05  66.68%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 Ce AN
9.50 10.00

‘ m/z 71.10  64.65%

180 | 99.0
\‘\\\\‘\\\\’\\\\‘\f\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 20 40 60 80 100 120 140 160
Abundance #8635: Heptane, 4-methyl-
43.0

o

71.0 9.50 10.00
5000 m/z 57.10 38.65%
\‘\‘ H L 114.0
0 “"H‘H","m‘H‘“HH‘HH‘HH‘HH‘HH
m/z--> 0 20 60 80 100 120 140 160
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0 1.0 9.50 10.00

m/z 41.10  33.38%

5000
‘ 91.0 114.0

m/z--> 0 20 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020524\
Data File : VY@017224.D

Acqg On : 05 Feb 2024 13:19
Operator : SY/MD

Sample : P1366-05

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 9 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 Hexane, 2,2,4-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.124 33.76 ug/l 456868 Chlorobenzene-d5 11.502
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 83
2 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 83
3 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 72
4 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 64
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 53
Abundance Scan 1362 (10.124 min): VY017224.D\data.ms (-1351) (| m/z 57.10 100.00%
57.1
S
| iO‘OO EI.O‘Sd
39\‘ | | eso 132 : o
O R o o L A B e B m/z 56.10 37.54%
miz--> 20 40 60 80 100 120 140 160
Abundance #14581: Hexane, 2,2,4-trimethyl-
57.0
5000 \ ‘/\\ i T
10.00 10.50
m/z 41.10 24.92%
29 0
0 “ ‘ ‘ 83.0 113 0
\\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 60 80 100 120 140 160
Abundance #14572: Hexane, 2,2,5-trimethyl-
57.0
S —
10.00 10.50
5000 m/z 71.10 20.57%
oL B0 l7eo 1180
““““,“‘ bt
miz--> 20 60 80 100 120 140 160
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0 10.00 10.50
m/z 43.05 15.11%
5000
20.0 ‘ ‘ 85.0
141.0
ol el L 1130 1410 e
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\VY020524\
Data File : VY@017224.D

Acqg On : 05 Feb 2024 13:19
Operator : SY/MD

Sample : P1366-05

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 9 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 10 Heptane, 4-ethyl-2,2,6,6-te... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.489 18.70 ug/l 196361 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-ethyl-2,2,6,6-tetrame... 184 C13H28 062108-31-0 72
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
3 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 64
4 Heptane, 5-ethyl-2,2,3-trimethyl- 170 C12H26 062199-06-8 64
5 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 59
Abundance Scan 1914 (13.489 min): VY017224.D\data.ms (-1910) (- | m/z 57.10 100.00%
57.1
5000
e
39 ‘ 85.2 113.2 155.4 13.50
0 H‘_m""LH‘H‘H_‘WWJ‘WHWmwm m/z 56.10  41.98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #59112: Heptane, 4-ethyl-2,2,6,6-tetramethyl-
57.0
5000 T
13.50
m/z 71.20 26.59%
29 0
o [0 ] 80 130 69.0
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 60 80 100 120 140 160
Abundance #22091: Octane, 2,6-dimethyl-
57.0
—=5
13.50
5000 m/z 43.10 26.34%
29.0
‘ ‘ 850 11‘3.0 142.0
O NSNS | S S| Y S S SIS .2 M
m/z--> 20 40 60 80 100 120 140 160
Abundance #14584: Hexane, 2,2,5-trimethyl- —
57.0 13.50
m/z 41.10 22.49%
5000
“ i I B o —
m/z--> 60 80 100 120 140 160 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020524\
Data File : VY017224.D

Acqg On : 05 Feb 2024 13:19
Operator : SY/MD

Sample : P1366-05

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 9 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|
Pentane, 2,4-di... 6.704 19.1 ug/l 106171 1 7.801 277225 50.0
Pentane, 2,3-di... 7.887 57.5 ug/l 318947 1 7.801 277225 50.0
Pentane, 2,2,4-... 8.338 173.3 ug/l 1538680 2 8.704 444056 50.0
Hexane, 2,5-dim... 9.203 21.1 ug/l 187221 2 8.704 444056 50.0
Hexane, 2,4-dim... 9.252 24.8 ug/l 220343 2 8.704 444056 50.0
Pentane, 3-methyl- 9.331 16.8 ug/l 148718 2 8.704 444056 50.0
Pentane, 2,3,4-... 9.630 110.6 ug/l 981986 2 8.704 444056 50.0
Pentane, 2,3,3-... 9.764 97.8 ug/l 868336 2 8.704 444056 50.0
Hexane, 2,2,4-t... 10.124 33.8 ug/l 456868 3 11.502 676543 50.0
Heptane, 4-ethy... 13.489 18.7 ug/l 196361 4 13.434 525158 50.0
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