LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022725\
Data File : VY021369.D

Acqg On : 27 Feb 2025 19:29
Operator : SY/MD

Sample : Q1448-04

Misc : 6.54g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 26 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\82Y0225255.M

Title : SW846 8260

Signal : TIC: VY@21369.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.032 44 51 69 rBY 793030 1151918 5.38% 0.697%
2 2.196 69 78 88 rvV 2144132 3377643 15.78% 2.042%
3  2.836 171 183 218 rVV 10335788 21411101 100.00% 12.946%
4 3.178 231 239 262 rVV2 2999758 7339696 34.28% 4.438%
5 3.367 262 270 281 rVV 204937 465428 2.17% 0.281%
6 3.525 282 296 302 rVWv2 99776 276255 1.29% 0.167%
7 3.617 302 311 334 rVB 860171 2187961 10.22% 1.323%
8 3.854 334 350 375 rVB 834187 2700990 12.61% 1.633%
9 4.488 433 454 461 rBv4 150613 545017 2.55% 0.330%
10 4.604 461 473 474 rVV 1422849 3648026 17.04% 2.206%
11 4.659 476 482 510 rVB3 3676185 14815280 69.19%  8.958%
12 5.128 540 559 589 rBV 2495936 8969121 41.89% 5.423%
13 5.452 599 612 630 rBV2 153630 533278 2.49% 0.322%
14 5.647 630 644 659 rBV 205635 640053  2.99% 0.387%
15 5.817 659 672 680 rBv2 72832 232939 1.09% 0.141%
16 6.000 694 702 713 rVB 270000 843199 3.94% 0.510%
17 6.141 713 725 733 rBV 290183 909322 4.25% 0.550%
18 6.433 763 773 787 rVB3 347328 1131924 5.29% 0.684%
19 6.586 787 798 806 rBV 589640 1897109 8.86% 1.147%
20 6.689 806 815 826 rBV 3760790 11137424 52.02% 6.734%
21 6.878 838 846 863 rVB3 70578 252990 1.18% 0.153%
22 7.439 931 938 949 rVB 506185 1331502 6.22% 0.805%
23 7.695 958 980 989 rBV2 4734629 13342566 62.32% 8.068%
24 7.787 989 995 1007 rVB 1277995 3271441 15.28% 1.978%
25 7.921 1007 1017 1023 rBV 1733785 4189949 19.57% 2.533%
26 7.976 1023 1026 1034 rVV 365169 743767  3.47%  0.450%
27 8.079 1034 1043 1053 rVV 2064403 4687280 21.89% 2.834%
28 8.195 1053 1062 1065 rVV2 1341798 3074984 14.36% 1.859%
29 8.250 1065 1071 1080 rVV 2952915 8871976 41.44% 5.364%
30 8.335 1080 1085 1096 rVV 1311464 3027352 14.14% 1.830%
31 8.439 1096 1102 1115 rVB2 96992 233140 1.09% 0.141%
32 8.610 1121 1130 1143 rBV3 690654 2009348 9.38% 1.215%
33 8.847 1162 1169 1172 rBV 170772 341690 1.60% 0.207%
34 8.890 1172 1176 1191 rVB2 267759 600227 2.80% 0.363%
35 9.110 1194 1212 1218 rBV 6037706 14059658 65.67% 8.501%

36 9.170 1218 1222 1228 rVW 423477 769083 3.59% 0.465%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022725\
Data File : VY021369.D

Acqg On : 27 Feb 2025 19:29
Operator : SY/MD

Sample : Q1448-04

Misc : 6.54g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 26 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\82Y0225255.M
Title : SW846 8260
37 9.244 1228 1234 1238 rVV 188343 388327 1.81% 0.235%
38 9.292 1238 1242 1249 rVV 544959 987716 4.61% ©.597%
39 9.390 1249 1258 1264 rVV2 327887 707088 3.30% 0.428%
40 9.542 1276 1283 1292 rVB 1709389 3393949 15.85% 2.052%
41  9.640 1292 1299 1300 rBV 850376 1394639 6.51% 0.843%
42 9.676 1300 1305 1312 rVB 2113593 4347107 20.30% 2.628%
43 9.786 1318 1323 1329 rVB3 140949 309091 1.44% 0.187%
44  9.865 1329 1336 1341 rBV2 284162 727362 3.40%  0.440%
45  9.987 1351 1356 1359 rBV 165604 299035 1.40% 0.181%
46 10.036 1359 1364 1369 rVB2 289343 572405 2.67% 0.346%
47 10.103 1369 1375 1379 rBV2 1107283 1996522 9.32% 1.207%
48 10.274 1399 1403 1405 rBvV2 201623 339922 1.59% 0.206%
49 10.445 1426 1431 1439 rVB 395709 682247 3.19% 0.413%
50 10.536 1439 1446 1455 rBV4 575530 1316455 6.15% 0.796%
51 10.768 1480 1484 1492 rVB3 128059 273140 1.28% 0.165%
52 10.926 1506 1510 1513 rBV 179607 287709 1.34% 0.174%
53 10.963 1513 1516 1520 rVV 192486 278406 1.30% 0.168%
54 11.323 1567 1575 1582 rBV2 104629 237337 1.11% 0.144%
55 11.414 1585 1590 1596 rBV 345259 566478 2.65% 0.343%
56 11.664 1624 1631 1643 rVB5 105337 273387 1.28% 0.165%
57 12.414 1745 1754 1762 rBV2 344497 711863 3.32% 0.430%

58 13.347 1897 1907 1914 rBV 176762 273835 1.28% ©.166%

Sum of corrected areas: 165384657
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022725\
Data File : VY021369.D

Acqg On : 27 Feb 2025 19:29
Operator : SY/MD

Sample : Q1448-04

Misc : 6.54g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022525S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VY021369.D\data.ms
1e+07 2.836

8000000

6000000

4000000 4.659 6.68
3.178

2.196 5128
2000000 46
2032 3.617 3.854 §.58

3.368.5 4.48 5.4525.64% g176.008141  6.433

\\\‘\\W‘/\\\\\‘\\\\/‘\\ (AERRE [Ty

T ‘ T
5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

OjTY_Y_Y_F‘\\\\‘\ ‘\\\\‘\ \‘\\\/\\‘W\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\
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

Abundance TIC: VY021369.D\data.ms
1le+07

8000000
6000000 9.110
7.695
4000000

9.676

2000000 9.542
10.103

-787)@\\ /\/—/\

7.439 97 390 102ﬂ0*9f{A 14

6.878 10 768(9963 11 11 664
05— é

-
Time--> 7.00 7.50 8.00 8.50 9.00 9. 50 10 00 10 50 11 00 11. 50

Abundance TIC: VY021369.D\data.ms
1le+07

8000000
6000000
4000000
2000000
12.414 13.347

0 T T ‘ T T ‘ T T ‘ T T T s 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\VY022725\

Data File : VY021369.D

Acqg On : 27 Feb 2025 19:29
Operator : SY/MD

Sample : Q1448-04

Misc : 6.54g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022525S.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 Butane, 2-methyl-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
2.836 80.24 ug/l 21411100  Pentafluorobenzene 7.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 3-Buten-1-o0l 72 C4HB80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 36
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 10
5 1-Butene 56 C4H8 000106-98-9 9
Abundance Scan 183 (2.836 min): VY021369.D\data.ms (-171) (-) m/z 43.10 100.00%
43.1
5000
‘ 2.60 2.80 3.00 3.20
ol 25002810 /7 41,05  88.34%
miz--> 50 100 150 200 250
Abundance #814: Butane, 2-methyl-
43.0
5000
2.60 2.80 3.00 3.20
m/z 42.05 87.95%
1““\\“\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #752: 3-Buten-1-ol
42.0
2.60 2.80 3.00 3.20
5000 m/z 57.10 67 .86%
72.0
120, M L
m/iz--> 50 100 150 200 250
Abundance #809: Pentane R AR RE S
43.0 2.60 2.80 3.00 3.20
m/z 39.05 31.75%
5000
s
m/z--> 50 100 150 200 250 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@22725\
Data File : VY@21369.D

Acqg On : 27 Feb 2025 19:29

Operator : SY/MD

Sample : Q1448-04

Misc : 6.54g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022525S.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-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
4.659 55.52 ug/l 14815300  Pentafluorobenzene 7.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 47
3 Pentane 72 C5H12 000109-66-0 43
4 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 40
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 38
Abundance Scan 482 (4.659 min): VY021369.D\data.ms (-476) (-) m/z 43.10 100.00%
3.1
5000 71.1
‘ ‘ 4.40 4.60 4.80 5.00
Ot e 070 sz 42,10 48.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2045: Pentane, 2-methyl-
43.0
5000 71.0
4.40 4.60 4.80 5.00
m/z 71.10 48.27%
15.0’
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: Butane, 2,3-dimethyl-
43.0
R R E
4.40 4.60 4.80 5.00
5000 m/z 41.10 44 ,96%
71.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane
43.0 4.40 4.60 4.80 5.00
m/z 39.10 22.64%
5000
‘ 72.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022725\
Data File : VY021369.D

Acqg On : 27 Feb 2025 19:29
Operator : SY/MD

Sample : Q1448-04

Misc : 6.54g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022525S.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 Cyclopentane, 1,3-dimethyl-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.195 76.52 ug/l 3074980 1,4-Difluorobenzene 8.610

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 94
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 87
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 64
4 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 64
5 1-Pentene, 3,4-dimethyl- 98 C7H14 007385-78-6 59
Abundance Scan 1062 (8.195 min): VY021369.D\data.ms (-1053) (-) m/z 70.05 100.00%
70.0
5000
391
‘ ‘ ‘ ‘ 7.80 8.00 8.20 8.40 8.60
o0 28l L/ 56.10  68.59%
miz--> 50 100 150 200 250
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
70.0
5000
39,0 7.80 8.00 8.20 8.40 8.60
m/z 55.10 64.45%
miz-> 50 100 150 200 250
Abundance #3807: Cyclopentane, 1,3-dimethyl-
70.0
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 60.36%
39.0
) dd oo
m/iz--> 50 100 150 200 250
Abundance #3822: Cyclopentane, 1,2-dimethyl-, cis-
56.0 7.80 8.00 8.20 8.40 8.60
m/z 39.10 33.12%
5000
‘ 98.0
‘2‘4‘\‘01“““”““” S —
m/z--> 50 100 150 200 250 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022725\
Data File : VY021369.D

Acqg On : 27 Feb 2025 19:29
Operator : SY/MD

Sample : Q1448-04

Misc : 6.54g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022525S.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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.250 220.77 ug/l 8871980 1,4-Difluorobenzene 8.610

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 83
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 78
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 78
4 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 43
5 Acetamide, N-2-propenyl- 99 C5HONO 000692-33-1 42
Abundance Scan 1071 (8.250 min): VY021369.D\data.ms (-1065) (-) m/z 57.10 100.00%
57.1
5000
M 991 8.00 8.20 8.40 8.60
(

o 2800 p/7 S6.10  30.84%

miz--> 0 50 100 150 200 250

Abundance #8676: Butane, 2,2,3,3-tetramethyl-

57.0
5000
8.00 8.20 8.40 8.60
m/z 41.10 25.34%
157'0\‘ \M ! 9?'0
L
’ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T
miz--> 0 50 100 150 200 250
Abundance #8660: Pentane, 2,2,4-trimethyl-
57.0
8.00 8.20 8.40 8.60
5000 m/z 43.10 17.36%
99.0
miz--> 0 50 100 150 200 250
Abundance #8655: Hexane, 2,2-dimethyl-
57.0 8.00 8.20 8.40 8.60
m/z 39.10 8.03%
5000
99.0
wo [l %0
m/z--> 0 50 100 150 200 250 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022725\
Data File : VY021369.D

Acqg On : 27 Feb 2025 19:29
Operator : SY/MD

Sample : Q1448-04

Misc : 6.54g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022525S.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 Isopropylcyclobutane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.335 75.33 ug/l 3027350 1,4-Difluorobenzene 8.610

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 95
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 94
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 91
4 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
5 1-Heptene 98 C7H14 000592-76-7 91
Abundance Scan 1085 (8.335 min): VY021369.D\data.ms (-1080) (-) m/z 56.10 100.00%
56.1
5000 A
98.1 S A G,
‘ | ‘ 8.00 8.20 8.40 8.60
M M‘u“n b 2070 28l /7 55,10 76.81%
miz--> 0 50 100 150 200 250
Abundance #3746: Isopropylcyclobutane
56.0
5000
8.00 8.20 8.40 8.60
98.0 m/z 70.10 74.42%
2 O T \‘ T “ T T T T ‘ T T T ‘ T T T ‘ T T LI
miz--> 0 50 100 150 200 250
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
R R
8.00 8.20 8.40 8.60
5000 m/z 41.10 64.82%
98.0
,1‘57]0““ S
miz--> 0 50 100 150 200 250
Abundance #3821: Cyclopentane, 1,2-dimethyl-, cis-
56.0 8.00 8.20 8.40 8.60
m/z 69.10 36.37%
5000
98.0
15.0‘ ‘
s [ Y
m/z--> 0 50 100 150 200 250 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022725\
Data File : VY021369.D

Acqg On : 27 Feb 2025 19:29
Operator : SY/MD

Sample : Q1448-04

Misc : 6.54g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022525S.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, 2,3,4-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.542  84.45 ug/l 3393950 1,4-Difluorobenzene 8.610

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 90
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 78
4 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 74
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
Abundance Scan 1283 (9.542 min): VY021369.D\data.ms (-1276) (-) m/z 43.10 100.00%
T 710
5000
9.50
95.1
el 2L sz 71005 81.41%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8664: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 -k :
9.50
m/z 70.10 65.33%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4472: Pentane, 3-ethyl-
43.0
9.50
5000 70.0 m/z 41.10 38.91%
15.0 H “‘\ ‘H n 100.0
e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8635: Heptane, 4-methyl-
43.0 9.50
m/z 55.10  29.99%
71.0
5000
L VI S R — i
m/z--> 0 20 40 60 80 100 120 140 160 180 200 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@22725\
Data File : VY@21369.D

Acqg On : 27 Feb 2025 19:29

Operator : SY/MD

Sample : Q1448-04

Misc : 6.54g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022525S.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 7 Pentane, 2,3,3-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.676 108.17 ug/l 4347110 1,4-Difluorobenzene 8.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 80
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 68
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 59
Abundance Scan 1305 (9.676 min): VY021369.D\data.ms (-1300) (-) m/z 43.10 100.00%
43.1
5000
85.1
‘ ‘ 9.50 10.00
e e 28L s 71010 61.54%
miz--> 0 50 100 150 200 250
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 —t .
9.50 10.00
85.0 m/z 70.10  58.58%
2’.0\ ‘\ H\ ‘\M “‘\ ‘\‘ \“\ “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 0 50 100 150 200 250
Abundance #8662: Pentane, 2,3,4-trimethyl-
43.0
9.50 10.00
5000 m/z 57.10 42.73%
2.0, M \L‘ H 83.0 114.0
e
miz--> 0 50 100 150 200 250
Abundance #8635: Heptane, 4-methyl-
43.0 9.50 10.00
m/z 85.10 34.29%
5000
| | e L
e P B N W
m/z--> 0 50 100 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022725\
Data File : VY021369.D

Acqg On : 27 Feb 2025 19:29
Operator : SY/MD

Sample : Q1448-04

Misc : 6.54g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022525S.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 Hexane, 2,2,4-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.036 50.52 ug/l 572405 Chlorobenzene-d5 11.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 72
2 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 72
3 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 53
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 50
5 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 45
Abundance Scan 1364 (10.036 min): VY021369.D\data.ms (-1359) (- m/z 57.05 100.00%
57.0
5000
41.1
71.1 1T T
10.00
‘ 97.1 1131455 .
H_H‘_H‘_HJMM‘_ﬁ‘_H‘MH‘_H‘_H‘_HW‘HW‘HW‘H m/z 56.18  36.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
5000 N ‘
10.00
41.0 m/z 41.10  29.36%
7lo 71.0
H‘\H\‘HH“\H\“\‘\H‘\H\‘HH“H\\‘8\\5\.9\\9\\9‘9\]\-‘]-\3\\(\)‘\]-\2\\8‘9\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
T f
10.00
5000 m/z 71.10 20.25%
41.0
270 71.0
N 85.0 113.0957 0
et e PR TR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14608: Pentane, 3-ethyl-2,2-dimethyl- e I
57.0 10.00
m/z 43.10 15.84%
5000
41.0
71.0
2rp H | 85.0 99.0 113.0
I e e e e e e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022725\
Data File : VY021369.D

Acqg On : 27 Feb 2025 19:29
Operator : SY/MD

Sample : Q1448-04

Misc : 6.54g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022525S.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 Cyclohexane, 1,2-dimethyl-,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.445 60.22 ug/l 682247  Chlorobenzene-d5 11.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 94
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 94
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 87
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 80
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 74
Abundance Scan 1431 (10.445 min): VY021369.D\data.ms (-1426) (- | m/z 97.05 100.00%
55.1 97.0
5000
N
Obrrelell L 2068 L 5510 86.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7689: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
5000 7
10.50
27.0 m/z 41.10 45.32%
\\‘\‘\‘M\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0 97.0
——
10.50
5000 m/z 112.10  36.30%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 ,f
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans- P —
55.0 97.0 10.50
m/z 56.10 31.06%
5000
|
‘H"H"HH““H\‘u“‘HH“"m“H“Hu‘m“uw‘m ——
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\VY022725\
Data File : VY021369.D

Acqg On : 27 Feb 2025 19:29
Operator : SY/MD

Sample : Q1448-04

Misc : 6.54g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022525S.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 Cyclohexane, 1,4-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.536 116.20 ug/1 1316460 Chlorobenzene-d5 11.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 60
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 60
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 60
4 Cyclohexane, 1,2-dimethyl-, trans— 112 C8H16 006876-23-9 60
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 60
Abundance Scan 1446 (10.536 min): VY021369.D\data.ms (-1439) (- m/z 55.05 100.00%
55.0 95.0
5000 411
112.1
70.1 P |
bl
\\‘HH‘\\\\‘\\H}\\\\i‘\‘\\\‘\\\\‘\\\U‘U\‘\\“\‘\\1‘\\\\‘\\\\‘\\\\‘\\ m/z 95.05 95.8300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7615: Cyclohexane, 1,4-dimethyl-
55.0
97.0
5000 41.0 e ‘
10.50
27.0 690 112.0 m/z 97.85 87.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
10.50
5000 41.0 m/z 41.10 49.61%
112.0
27.0 690
1 O
SRR S VE S0 ooy N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans) —— ‘
55.0 97.0 10.50
m/z 39.05 33.88%
41.0
5000
27.0 69.0 112.0
0 e
"‘H"_"“_"‘_“"Mm_‘“1!"‘w“!H_H:_Www_‘ Vit
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022725\
Data File : VY021369.D

Acqg On : 27 Feb 2025 19:29
Operator : SY/MD

Sample : Ql1448-04

Misc : 6.54g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022525S.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|
Butane, 2-methyl- 2.836 80.2 ug/l 21411100 1 7.707 13342600 50.0
Pentane, 2-methyl- 4.659 55.5 ug/l 14815300 1 7.707 13342600 50.0
Cyclopentane, 1... 8.195 76.5 wug/l 3074980 2 8.610 2009350 50.0
Butane, 2,2,3,3... 8.250 220.8 ug/l 8871980 2 8.610 2009350 50.0
Isopropylcyclob... 8.335  75.3 ug/l 3027350 2 8.610 2009350 50.0
Pentane, 2,3,4-... 9.542 84.5 wug/l 3393950 2 8.610 2009350 50.0
Pentane, 2,3,3-... 9.676 108.2 ug/l 4347110 2 8.610 2009350 50.0
Hexane, 2,2,4-t... 10.036 50.5 ug/l 572405 3 11.414 566478 50.0
Cyclohexane, 1,... 10.445 60.2 ug/l 682247 3 11.414 566478 50.0
Cyclohexane, 1,... 10.536 116.2 ug/l 1316460 3 11.414 566478 50.0
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