LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020524\
Data File : VY017223.D

Acqg On : 05 Feb 2024 12:56
Operator : SY/MD

Sample : P1366-03

Misc : 5.87g/5.06mL/MSVOA_Y/SOIL/A

ALS vial : 8 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@17223.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 6.704 786 801 815 rBV 278463 872324 6.54% 1.549%
2 7.728 960 969 974 rBV2 61886 160435 1.20% 0.285%
3 7.795 974 980 986 rVvv2 138700 361724 2.71% 0.642%
4 7.886 986 995 1008 rVV 962727 2414050 18.11% 4.287%
5 8.338 1051 1069 1082 rBV 5893539 13328908 100.00% 23.668%

6 8.703 1120 1129 1141 rBV 222350 447753 3.36% ©

7 9.203 1198 1211 1215 rBV 729344 1448203 10.87% 2

8 9.252 1215 1219 1226 rVV 877793 1645189 12.34%  2.921%

9 9.331 1226 1232 1246 rVB 511352 1038642 7.79% 1
9.630 1271 1281 1292 rBV 4074252 7382060 55.38% 13.

11  9.764 1292 1303 1310 rBV 2994699 6211621 46.60% 11.
12 9.953 1326 1334 1349 rVB2 166395 377900 2.84% ©
13 10.124 1350 1362 1368 rBV 2122455 3578126 26.84% 6.354%
14 10.191 1368 1373 1378 rBV 262086 413776 3.10% ©
2

15 10.258 1378 1384 1389 rBV 800123 1360051 10.20% 415%
16 10.648 1441 1448 1455 rVB 390181 657270  4.93% 1.167%
17 10.916 1485 1492 1500 rBV 95708 185832 1.39% ©.330%
18 11.495 1579 1587 1593 rBV2 556249 1299207 9.75%  2.307%
19 11.575 1593 1600 1616 rVB2 484885 982614  7.37%  1.745%
20 11.715 1616 1623 1625 rBV 78998 144898 1.09% 0.257%
21 11.758 1625 1630 1641 rVB 330945 551229 4.14% ©.979%
22 11.947 1657 1661 1665 rBV 155039 244044  1.83% 0.433%
23 12.123 1684 1690 1697 rVB 182071 300697 2.26% 0.534%
24 12.471 1741 1747 1757 rBV 1886479 3044549 22.84%  5.406%
25 12.568 1757 1763 1769 rBvV2 116342 271473 2.04%  ©.482%
26 12.636 1769 1774 1785 rVB 427961 878279 6.59% 1.560%
27 12.745 1785 1792 1795 rBV2 81874 135686 1.02% 0.241%
28 12.849 1800 1809 1814 rBV 489108 1001258 7.51% 1.778%
29 12.898 1814 1817 1825 rVB 82690 135465 1.02% 0.241%
30 13.081 1839 1847 1852 rVB 520744 850755 6.38% 1.511%
31 13.190 1860 1865 1870 rVB 176182 267845 2.01% 0.476%
32 13.294 1870 1882 1886 rBV 453248 964612 7.24%  1.713%
33 13.440 1897 1906 1910 rBV2 369063 793011 5.95% 1.408%
34 13.489 1910 1914 1924 rVB 606147 1327254 9.96%  2.357%
35 13.654 1934 1941 1949 rBV3 247497 459436 3.45% ©0.816%

36 13.837 1967 1971 1977 rVB2 78513 140950 1.06% 0.250%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020524\
Data File : VY017223.D

Acqg On : 05 Feb 2024 12:56
Operator : SY/MD

Sample : P1366-03

Misc : 5.87g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 8 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 14.001 1988 1998 2008 rVvB2 96359 315368 2.37% ©.560%
38 14.397 2057 2063 2073 rVB3 149898 324266  2.43% ©.576%

Sum of corrected areas: 56316760
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 8

LSC Report - Integrated Chromatogram

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

: VYe17223.D

: 05 Feb 2024 12:56

: SY/MD

: P1366-03

: 5.87g/5.0mL/MSVOA_Y/SOIL/A
Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: VY017223.D\data.ms

6.704

Time-->

L L B L L L L L L L L L L L L L L L L B L L LA B RN A

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

5000000

4000000

3000000

2000000

1000000

TIC: VY017223.D\data.ms

8.338

9.630

9.764

10.124

92632
331

0
Time-->

T ‘ T \"7\ ’ o
9.00 9.50 10.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: VY017223.D\data.ms

12.471

12.63612.84913.081y 3 9933489
11.9472.123

Time-->

12.00

4
56 744,898 1319 qsﬁ@an.om 14.397
5L e e e By B e B B B L

T ’ T T ‘ T T ‘ T T ‘ T
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\VY020524\
Data File : VY@17223.D

Acqg On : 05 Feb 2024 12:56
Operator : SY/MD

Sample : P1366-03

Misc : 5.87g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 8 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.
6.704 120.58 ug/l 872324  Pentafluorobenzene 7.801

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 94
2 Hexane, 2-methyl- 100 C7H16 000591-76-4 72
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 59
5 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 50
Abundance Scan 801 (6.704 min): VY017223.D\data.ms (-786) (-) m/z 43.10 100.00%
43.1 57.1
5000
85.2
e REERRREEES SR
‘ 211 100.1 6.40 6.60 6.80 7.00
0Lt e e P e e m/z 57.100 90.10%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 57.0
5000 L LS B I B B R
85.0 6.40 6.60 6.80 7.00
29.0 m/z 41.10 51.70%
0 15.0 H “ L 7o | 1000
\\\‘\\H‘\\\\’\\\\‘\H\‘\\\\‘\\\\’\\\\‘\1\\‘\\\\‘\\\\’\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4467: Hexane, 2-methyl-
43.0
e RESENREEEanEE
6.40 6.60 6.80 7.00
5000 m/z 56.10 51.49%
85.0
57.0
29.0
0 1s0 || . | 710 | 1000
R A e R R T AREARRESEES S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4489: Butane, 2,2,3-trimethyl- e RESENREEES nE
57.0 6.40 6.60 6.80 7.00
43.0 m/z 85.20 28.09%
5000
15.0
0 1.0 ‘ I ‘\ i i 70.0 , 100.0
R e e R A RARRRAAEEY e EEERRREESs SRR
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@17223.D

Acqg On : 05 Feb 2024 12:56
Operator : SY/MD

Sample : P1366-03

Misc : 5.87g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 8 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 Pentane, 2,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.886 333.69 ug/l 2414050  Pentafluorobenzene 7.801

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 45
3 1,4-Dioxaspiro[2.4]heptan-5-one,... 142 C7H1003 126091-79-0 40

4 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 38
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 38

Abundance Scan 995 (7.886 min): VY017223.D\data.ms (-986) (-) m/z 56.10 100.00%

56.1
41)1
H | 852 1002 7.60 7.80 8.00 8.20 ]
Otrprrrrprrrt it e e s e e m/z 43.10 71.76%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #4476: Pentane, 2,3-dimethyl-
56.0
5000 41.0
71.0 7.60 7.80 8.00 8.20
27lo m/z 57.10 65.15%
0 “‘\ \‘ | “\ 85\0 1090
\‘HH[HH‘HH‘H !‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
R RLRREEESE T
7.60 7.80 8.00 8.20
5000 m/z 41.10 57.97%
41.0
71.0
27,0
0 \‘ “‘\ .| 850 99.011301280
B A ad L L e A RRARRAR
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22483: 1,4-Dioxaspiro[2.4]heptan-5-one, 7,7-dimethyl-
56.0 7.60 7.80 8.00 8.20
m/z 71.10 40.55%
5000 41.0
0 Lo 790 s 130 1490
e e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 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@17223.D

Acqg On : 05 Feb 2024 12:56
Operator : SY/MD

Sample : P1366-03

Misc : 5.87g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 8 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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.338 1488.42 ug/l 13328900 1,4-Difluorobenzene 8.703

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 83
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 83
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 83
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 78
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 64
Abundance Scan 1069 (8.338 min): VY017223.D\data.ms (-1051) (-) m/z 57.10 100.00%
57.1
5000 J\
41'1 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
M T 09.2 8.00 8.20 8.40 8.60
Ol el 2, 8541 1142 sz 56,10 34.56%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
5000 /\\‘\\\\‘\\\\‘\\\\‘\\\\‘
8.00 8.20 8.40 8.60
41.0 o
m/z 41.10 23.91%
. 130 270 M “ 830 999 1140
H\‘HH‘HH’HH’HH’HH’HH‘\\H‘\\H‘\\H‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8653: Hexane, 2,2-dimethyl-
57.0
A AEEEaRE RS
8.00 8.20 8.40 8.60
5000 m/z 43.10 17.69%
41.0
0l 20 ‘ ‘\ 71.0 85.0 290 1140
‘H‘H‘W‘H‘V‘H,HH,H‘w‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘W‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 /\
Abundance #8660: Pentane, 2,2,4-trimethyl- R ARESamaREms
57.0 8.00 8.20 8.40 8.60
m/z 39.10 7.59%
5000
41.0
. 27.0 H | 710 99.0
H‘_H‘_‘HM‘H,HH,HH,H‘wu‘w‘HW‘H‘MH‘_H‘_‘HM‘ H“‘H“H“H“_“‘
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@17223.D

Acqg On : 05 Feb 2024 12:56
Operator : SY/MD

Sample : P1366-03

Misc : 5.87g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 8 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 6
R.T. EstConc Area Relative to ISTD R.T.
9.203 161.72 ug/l 1448200 1,4-Difluorobenzene 8.703

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 94
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 52
3 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 50
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
5 (Aminomethyl)cyclopropane 71 C4HON 002516-47-4 47
Abundance Scan 1211 (9.203 min): VY017223.D\data.ms (-1198) (-)| m/z 57.10 100.00%
3.1 57.1
5000
71.1 99.2
R AR RRRE
‘ ‘ “ ‘ 112.2 8.80 9.00 9.20 9.40 9.60
Obrrrrrrrrprrrerrrte ol e 834 L T gz 43.10 91.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8641: Hexane, 2,5-dimethyl-
57.0
43.0
5000 ‘HH‘H\N\/\\WHH‘H
99.0 8.80 9.00 9.20 9.40 9.60
710 m/z 41.10  43.48%
112.0
OH\‘]\-\5\.(\)‘\\\3\0‘.\0\\\“‘\\H‘\‘\H}‘HH“HH‘\\\-\‘\H”\H\‘LEH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8632: Heptane, 2-methyl-
43.0 M
57.0 L A8 ZL Sy S
8.80 9.00 9.20 9.40 9.60
5000 m/z 42.10 31.22%
29.0
700 9.0
0 15\'0 | ‘\ | . M | “ 85.0 \‘ 11\4.0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #59084: Decane, 2,5,9-trimethyl- e R
57.0 8.80 9.00 9.20 9.40 9.60
m/z 71.10 26.27%
5000 43.0
71.0
w0 w0
O e e e e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.80 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@17223.D

Acqg On : 05 Feb 2024 12:56

Operator : SY/MD

Sample : P1366-03

Misc : 5.87g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 8 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 5 Hexane, 2,4-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
0.252 183.72 ug/l 164519  1,4-Difluorobenzene 8.703
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 camis 000589-43-5 91

000112-58-3 64
1000309-17-3 59
1000309-17-2 53
000590-35-2 53

2 Hexane, 1,1'-oxybis- 186 C12H260

3 Sulfurous acid, butyl hexyl ester 222 C10H2203S
4 Sulfurous acid, butyl isohexyl e... 222 C10H2203S
5 Pentane, 2,2-dimethyl- 100 C7H16

Abundance Scan 1219 (9.252 min): VY017223.D\data.ms (-1215) (-)
43.1
85.2

m/z 43.10 100.00%

5000
‘ 67& ‘ 114.2 9.00 9.20 9.40 9.60
ol Al O e~ m/z 57.10  93.77%

miz--> 20 40 60 80 100 120 140 160

Abundance #8646: Hexane, 2,4-dimethyl-
43.0
85.0
5000 L L I L LI LR B
9.00 9.20 9.40 9.60
m/z 85.15 83.80%
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
mi/z--> 20 40 60 80 100 120 140 160
Abundance #61058: Hexane, 1,1'-oxybis-
43.0
85.0

9.00 9.20 9.40 9.60
5000 m/z 41.10 51.00%

)

oL15.0 | “M | 670 1150 1430
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #100828: Sulfurous acid, butyl hexyl ester
57.0 85.0 9.00 9.20 9.40 9.60

m/z 56.10 41.39%

5000

29.0

L 1m0 1390
om_m_m_‘wm_m_m_m“

m/z--> 20 60 80

100 120 140 160

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@17223.D

Acqg On : 05 Feb 2024 12:56
Operator : SY/MD

Sample : P1366-03

Misc : 5.87g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 8 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, 2,2,3-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.331 115.98 ug/l 1038640 1,4-Difluorobenzene 8.703

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 83
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 83
3 Heptane, 2,2,4-trimethyl- 142 C1eH22 014720-74-2 78
4 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 64
5 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34 127204-12-0 56
Abundance Scan 1232 (9.331 min): VY017223.D\data.ms (-1226) (-) m/z 57.10 100.00%
57.1
5000
41.1
R ARARARZ BRI E
9.00 9.20 9.40 9.60
1Ll 832 992 ;
o1t e S e m/z 56.10 59.37%
miz--> 0 20 40 60 80 100 120
Abundance #8666: Pentane, 2,2,3-trimethyl-
57.0
5000
41.0 9.00 9.20 9.40 9.60
m/z 41.10 28.77%
0 150 L‘ \“ it 830 990114.0
\‘\\\\‘\\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120
Abundance #8642: Hexane, 2,2-dimethyl-
i
S RRmmaEe L
9.00 9.20 9.40 9.60
5000 41.0 m/z 43.10 15.78%
99.0
0 15.0 \“ L 770 114.0
T
miz--> 0 20 40 60 80 100 120
Abundance #22119: Heptane, 2,2,4-trimethyl-
57.0 9.00 9.20 9.40 9.60
m/z 39.10 8.08%
5000
41.0
85.0
0 Zﬁ'bl,lzm
m/z--> 0 20 40 60 80 100 120 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@17223.D

Acqg On : 05 Feb 2024 12:56
Operator : SY/MD

Sample : P1366-03

Misc : 5.87g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 8 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.
9.630 824.35 ug/l 7382060 1,4-Difluorobenzene 8.703

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
4 Heptane, 3,3,4-trimethyl- 142 C1eH22 020278-87-9 72
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 72

Abundance Scan 1281 (9.630 min): VY017223.D\data.ms (-1271) (-) m/z 43.10 100.00%

431 712
5000

‘ 950 10,00

84.2 97.2 114.2

Obrprrrrprrrrprrrhr il P o e e m/z 71,20 90.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0 f
5000 \ ‘/
9 50 10.00
27 0 57.0 m/z 70.10 64.79%
0 \‘ ‘ | 84.0 97.0 114.0
\\‘\\\\‘\\\\’H\\‘\H\‘\\1\‘\\\1’\\\\‘1\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4466: Pentane, 3-ethyl-
43.0
— ——
9.50 10.00
5000 71.0 m/z 41.05  29.72%

o

>

29.0
380 ol O 8s0 1000
m/z--> 1‘0 2‘0 3’0 4b 5‘0 6‘0 7’0 8b 9‘0 1(50 1‘10 1&0 m
Abundance #8635: Heptane, 4-methyl-
43.0 950 10 00
m/z 55.10  23.53%

71.0
5000
57.0
290
0,150 .. 820 990 1140

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 1000

?

82Y020124S.M Tue Feb 06 16:35:44 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020524\
Data File : VY@17223.D

Acqg On : 05 Feb 2024 12:56
Operator : SY/MD

Sample : P1366-03

Misc : 5.87g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 8 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.
9.764 693.64 ug/l 6211620 1,4-Difluorobenzene 8.703

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 72
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 72
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 59
4 Diisoamyl ether 158 C10H220 000544-01-4 59
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59
Abundance Scan 1303 (9.764 min): VY017223.D\data.ms (-1292) (-) m/z 43.10 100.00%
43.1
70.1
5000 /\\
(.
9. 50 10. OO
99 2
0 1189 1691 ./, 70.10  68.56%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0 /L
5000 71.0
9 50 10. 00
m/z 71.20 67.30%
15.0 H | ‘ 99.0
O \‘\\\\‘\\\\‘}\\\‘\\w\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0 /\
9 50 10 00
5000 m/z 57.10 40.08%
0 150 \‘ H | 91.0 114.0
“““‘,‘
miz--> 0 20 80 100 120 140 160
Abundance #4472: Pentane, 3-ethyl-
43.0 9.50 10.00
m/z 41.05 33.00%
5000 70.0
0 15.0 H “‘\ \‘H Il 100.0
T
m/z--> 0 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\VY020524\
Data File : VY@17223.D

Acqg On : 05 Feb 2024 12:56
Operator : SY/MD

Sample : P1366-03

Misc : 5.87g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 8 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 7
R.T. EstConc Area Relative to ISTD R.T.
10.124 137.70 ug/1 3578130  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 C1l1H24 062016-28-8 78
4 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 64
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 50
Abundance Scan 1362 (10.124 min): VY017223.D\data.ms (-1350) (- | m/z 57.10 100.00%
57.1
5000 \k
1000 10.50
39 ‘ 113.2 : .
ol 7L 98 TTTE 0 m/z 56.10  37.24%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14570: Hexane, 2,2,4-trimethyl-
57.0
5000 \ ‘/\\ i T
10.00 10.50
m/z 41.10 23.47%
29 0
0 M il \‘ 83.0 11?"0
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 60 80 100 120 140 160
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
L —
10.00 10.50
5000 m/z 71.10 20.48%
29 0
| eso 130
0 H‘_m‘HHWH_M,HH_MWH_
miz--> 60 80 100 120 140 160 A
Abundance #33105: Octane, 2,2,6-trimethyl- T —=
57.0 10.00 10.50
m/z 43.10 15.34%
5000
29.0 ‘ 85.0
ot L 130 1410 A
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@17223.D

Acqg On : 05 Feb 2024 12:56
Operator : SY/MD

Sample : P1366-03

Misc : 5.87g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 8 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 10
R.T. EstConc Area Relative to ISTD R.T.
13.489 83.68 ug/l 13272560 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 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 64
3 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
4 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 64
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 53
Abundance Scan 1914 (13.489 min): VY017223.D\data.ms (-1910) (- | m/z 57.10 100.00%
57.1
‘ 113.2 5.3‘56
85.2 . .
39
Ol e 1858 s se.10 46.25%
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 43.10 27.20%
29.0
0 T L ) 80 1130 ,
\\\\‘\\\\‘\\\ ’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #14547: Heptane, 2,2-dimethyl-
57.0
—
13.50
5000 m/z 71.10 26.89%
29.0
H | ‘ | 113.0
O R e L T B B B B I I
m/z--> 20 40 60 80 100 120 140 160
Abundance #14571: Hexane, 2,2,3-trimethyl- —
57.0 13.50
m/z 41.10 23.57%
5000
29.0 ‘
85.0 113.0
o‘H‘_“““‘uHM,‘M“w‘m,‘m_m‘mwm —
m/z--> 20 40 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 : VY017223.D

Acqg On : 05 Feb 2024 12:56
Operator : SY/MD

Sample : P1366-03

Misc : 5.87g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 8 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 ug/1 872324 .801 361724 50.
Pentane, 2,3-di... 7 ug/l 2414050 .801 361724 50.
Butane, 2,2,3,3... 8 ug/1 13328900 .703 447753 50.
Hexane, 2,5-dim... 9 ug/l 1448200 .703 447753 50.
Hexane, 2,4-dim... 9.252 183. ug/l 1645190 447753 50.
Pentane, 2,2,3-... 9 1038640 .703 447753 50.
Pentane, 2,3,4-... 9 ug/l 7382060 .703 447753 50.
Pentane, 2,3,3-... 9 ug/l 6211620 .703 447753 50.
Hexane, 2,2,4-t... 0 ug/l 3578130 .502 1299210 50.
Heptane, 4-ethy... 3 ug/l 1327250 .434 793011 50.
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