LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050422\
Data File : VY008623.D

Acqg On : 04 May 2022 19:31
Operator : KP/MD

Sample : N2619-18

Misc : 4.60g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 25 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\82Y050222S.M

Title : SW846 8260

Signal : TIC: VY@08623.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.388 86 93 99 rBV 4186 8414 1.14% 0.112%
2 3.948 340 349 360 rBV2 6006 17052 2.30% 0.227%
3 4.716 464 475 488 rBV3 8132 26070  3.52% 0.347%
4 5.747 636 644 654 rVB4 2784 8513 1.15% ©.113%
5 6.984 835 847 868 rBV 11919 47848 6.45% 0.638%
6 7.716 958 967 973 rBV 97788 231100 31.18%  3.080%
7 7.789 973 979 996 rVB 151165 341708 46.10%  4.554%
8 8.124 1022 1034 1054 rBvV2 158363 528049 71.23% 7.038%
9 8.325 1055 1067 1075 rvv2 41093 99695 13.45% 1.329%
10 8.691 1119 1127 1137 rVB 237752 470128 63.42% 6.266%
11  9.185 1201 1208 1213 rBV 41347 82152 11.08% 1.095%
12 9.240 1213 1217 1226 rVWV 42697 83676 11.29% 1.115%
13 9.319 1226 1230 1236 rVB2 3753 7461 1.01% 0.099%
14  9.429 1241 1248 1257 rVWVW7 3459 10198 1.38% 0.136%
15 9.514 1257 1262 1270 rVB7 3440 7510 1.01% 0.100%
16 9.618 1270 1279 1286 rBV 61794 120589 16.27% 1.607%
17 9.752 1292 1301 1307 rBV 40922 88274 11.91% 1.177%
18 9.850 1313 1317 1323 rVB5 3724 7434 1.00% 0.099%
19 9.935 1323 1331 1336 rVWV 15712 30573 4.12% 0.407%
20 9.990 1336 1340 1348 rVB2 13516 24809 3.35% 0.331%
21 10.112 1348 1360 1366 rBV 262543 464267 62.63% 6.188%
22 10.179 1366 1371 1381 rVV 410333 690164 93.10% 9.199%
23 10.282 1381 1388 1394 rVB 4898 8833 1.19% ©0.118%
24 10.484 1411 1421 1427 rBV3 7647 15234 2.06% 0.203%
25 10.581 1427 1437 1441 rBV3 21202 56300 7.59% 0.750%

26 10.636 1441 1446 1454 rVWV 85410 154320 20.82%
27 10.709 1454 1458 1464 rVB 55132 88575 11.95%
28 10.807 1464 1474 1481 rBV 73737 138790 18.72%
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29 10.904 1481 1490 1499 rBV 159351 367064 49.52% 892%
30 10.971 1499 1501 1505 rVB2 16369 21181 2.86% 282%
31 11.093 1513 1521 1526 rBV3 41669 94480 12.75%  1.259%
32 11.142 1526 1529 1534 rVB 14458 18581 2.51% 0.248%
33 11.197 1534 1538 1541 rBV5 9801 17227 2.32% 0.230%
34 11.246 1541 1546 1551 rBV 82619 131556 17.75% 1.753%
35 11.301 1551 1555 1556 rBV 12413 14241 1.92% ©.190%
36 11.374 1563 1567 1571 rBV2 13800 25552 3.45% 0.341%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050422\
Data File : VY008623.D

Acqg On : 04 May 2022 19:31
Operator : KP/MD

Sample : N2619-18

Misc : 4.60g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 25 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\82Y050222S.M
Title : SW846 8260
37 11.422 1571 1575 1579 rVVe 11244 25272 3.41% 0.337%
38 11.490 1579 1586 1592 rVvV 435291 741284 100.00%  9.880%
39 11.563 1596 1598 1602 rWW 31533 41443 5.59% 0.552%
49 11.630 1605 1609 1613 rVB3 13682 21766 2.94%  0.290%
41 11.679 1613 1617 1621 rVB5 9410 14610 1.97% ©.195%
42 11.739 1621 1627 1631 rBV2 40431 79702 10.75% 1.062%
43 11.782 1631 1634 1639 rVB2 22170 33260 4.49% 0.443%
44 11.880 1639 1650 1651 rBV7 9700 23473 3.17% ©0.313%
45 11.935 1655 1659 1663 rBV3 19810 31008 4.18% ©0.413%
46 12.008 1663 1671 1677 rBvV4 47023 99239 13.39% 1.323%
47 12.124 1683 1690 1694 rVB 33405 61079 8.24% 0.814%
48 12.197 1695 1702 1706 rBV3 23379 50011 6.75% ©.667%
49 12.282 1712 1716 1723 rBV6 7352 17640 2.38% 0.235%
50 12.355 1723 1728 1740 rVB4 27294 74884 10.10% 0.998%
51 12.483 1741 1749 1757 rVB2 359132 600782 81.05% 8.007%
52 12.575 1760 1764 1768 rBV3 8478 11220 1.51% 0.150%
53 12.630 1768 1773 1782 rVB5 11421 35118 4.74% 0.468%
54 12.721 1782 1788 1793 rBV9 5154 13858 1.87% ©.185%
55 12.812 1793 1803 1809 rBV10 10364 32208 4.34% 0.429%
56 12.867 1809 1812 1817 rVB5 6144 10970 1.48% 0.146%
57 13.008 1831 1835 1837 rBV3 7572 10750 1.45% 0.143%
58 13.069 1843 1845 1849 rVB 8036 8835 1.19% 0.118%
59 13.172 1858 1862 1867 rVB4 8283 14274 1.93% 0.190%
60 13.282 1873 1880 1889 rVB 27585 47646 6.43% 0.635%
61 13.428 1897 1904 1909 rBV 441902 674061 90.93% 8.984%
62 13.477 1909 1912 1921 rVB 24135 45588 6.15% 0.608%
63 13.648 1932 1940 1946 rVB6 6101 11702 1.58% 0.156%
64 13.745 1952 1956 1961 rBV5 6288 10016 1.35% ©0.133%
65 13.965 1987 1992 2005 rVB10O 3852 12246 1.65% 0.163%
66 14.288 2037 2045 2052 rVB2 10496 24586 3.32% ©0.328%
67 14.391 2054 2062 2065 rBv4 5856 11507 1.55% ©.153%
68 14.788 2123 2127 2136 rVB3 5775 10689 1.44% 0.142%
69 15.074 2168 2174 2178 rBV2 9877 15860 2.14% 0.211%
70 15.111 2178 2180 2191 rVB5 3850 9399 1.27% 0.125%
71 15.221 2191 2198 2200 rBVS 4087 8225 1.11% 0.110%
72 15.245 2200 2202 2207 rVB2 5755 7436 1.00% 0.099%
73 15.324 2207 2215 2223 rBV5 5309 13693 1.85% 0.183%
Sum of corrected areas: 7502958
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050422\
Data File : VY008623.D

Acqg On : 04 May 2022 19:31
Operator : KP/MD

Sample : N2619-18

Misc : 4.60g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y050222S.M
Quant Title : SW846 8260

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

Abundance TIC: VY008623.D\data.ms

400000
350000
300000
250000
200000
150000
100000

50000
2.388 3.948 4.716 5747

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VY008623.D\data.ms

10.179 11.490

400000
350000

300000
10.112
250000 8.691

200000

8.124 10.904
150000 7.189

7.7

100000
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oL 228 J\ /\/&.399@91 S99 10282028
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\
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Abundance TIC: VY008623.D\data.ms
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350000

300000

250000
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150000
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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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@50422\
Data File : VY008623.D

Acqg On : 04 May 2022 19:31

Operator : KP/MD

Sample : N2619-18

Misc : 4.60g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y050222S.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 1 Pentane, 2,2,4-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.325 10.60 ug/l 99695 1,4-Difluorobenzene 8.691
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 78
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
4 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 59
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59

Abundance Scan 1067 (8.325 min): VY008623.D\data.ms (-1055) (-) m/z 57.10 100.00%

57.1
5000
D S
‘ 09.1 8.00 8.20 8.40 8.60
bl e e 22 m/z 56.10  35.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8660: Pentane, 2,2,4-trimethyl-
57.0
5000 \\‘\\\\‘\\\\’\\\\‘\/\\\\‘
8.00 8.20 8.40 8.60
m/z 41.10 22.51%
29.0“ 99.0
0\\\‘\‘\‘\\“\\\H‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8655: Hexane, 2,2-dimethyl-
57.0
Gt g
8.00 8.20 8.40 8.60
5000 m/z 43.10 18.48%
29-0‘ 99.0
) S S S
miz--> 20 40 60 80 100 120 140 160 180 200 /\ /\
Abundance #8677: Butane, 2,2,3,3-tetramethyl- A mma e
57.0 8.00 8.20 8.40 8.60
m/z 99.10 7.43%
5000
29.0 99.0
0‘H‘“‘1““i“uw“‘m“H‘“‘H‘“‘m“m‘uu“m,uu e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050422\
Data File : VY008623.D

Acqg On : 04 May 2022 19:31
Operator : KP/MD

Sample : N2619-18

Misc : 4.60g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y050222S.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 Hexane, 2,5-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.185 8.74 ug/1 82152  1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 90
2 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 53
3 Octane, 2,7-dimethyl- 142 C1leH22 001072-16-8 50
4 Heptane, 2-methyl- 114 C8H18 000592-27-8 47
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 47
Abundance Scan 1208 (9.185 min): VY008623.D\data.ms (-1201) (-) m/z 57.10 100.00%
57.1
5000 /\
1 NN\ WV VAY
8.80 9.00 9.20 9.40 9.60
8.8 169 1
0 L;;Lmeg m/z 43.05 81.95%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8643: Hexane, 2,5-dimethyl-
43.0
5000 BEEEE R RN
8.80 9.00 9.20 9.40 9.60
71.0 990 m/z 41.10 42.78%
o ||
O \‘\\\\‘\\\\‘}\\!‘\\‘\\‘\\\\‘\\\!‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #59084: Decane, 2,5,9-trimethyl-
57.0
“H‘_‘H“H‘_‘H,H
8.80 9.00 9.20 9.40 9.60
5000 m/z 99.10 29.65%
“ ‘ 99.0
0 “‘H““"H"\"JH‘J““H“““‘_“““‘
miz--> 0 20 60 80 100 120 140 160
Abundance #22098: Octane, 2,7-dimethyl- 1 Rmaas e RRmanTEEE
43.0 8.80 9.00 9.20 9.40 9.60
m/z 42.10 29.63%
5000
71.0 990
L. o
0 |

m/z--> 0 20 40 80 100 120 140 160 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\VY050422\
Data File : VY008623.D

Acqg On : 04 May 2022 19:31
Operator : KP/MD

Sample : N2619-18

Misc : 4.60g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y050222S.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 3 Oxalic acid, diisohexyl ester  Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.240 8.90 ug/1 83676 1,4-Difluorobenzene 8.691
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, diisohexyl ester 258 C14H2604 1010309-32-9 64
2 2-Pentoxy-tetrahydropyran 172 C1eH2002 032767-70-7 64
3 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 59
4 Heptane, 4,4-dimethyl- 128 C9H20 001068-19-5 53
5 Sulfurous acid, butyl isohexyl e... 222 C10H2203S 1000309-17-2 50

Abundance Scan 1217 (9.240 min): VY008623.D\data.ms (-1213) (-) m/z 57.05 100.00%

57.0 85.1
5000
39) \\\\‘\\\\‘\\\\‘\\\\’\\\
‘ ‘ ‘ ‘ 1190 1499 9.00 9.20 9.40 9.60
ol e A8 m/z 85.1@  99.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #145448: Oxalic acid, diisohexyl ester
43.0
85.0
5000 \\\\‘\\\\‘\\\\‘\\\\’\\\
9.00 9.20 9.40 9.60
m/z 43.10 90.14%
‘\\\\‘ ‘\\\\‘ \\\‘\\\\’\\\\‘\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47006: 2-Pentoxy-tetrahydropyran
85.0
P e e
9.00 9.20 9.40 9.60
5000 m/z 41.00 49.67%
56.0
290‘ ‘
o‘m"m‘U_umlmJHH,HH_M,???“’_
miz--> 20 60 80 100 120 140 160 180
Abundance #61063: Hexane, 1,1'-oxybis- H“‘H“‘H“‘H“,H‘
43.0 9.00 9.20 9.40 9.60
m/z 56.05 47.62%
85.0
5000
ol I lemo |, 115.0  143.0
e e e e e e e H‘W‘H‘_‘H‘H‘W‘H

m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050422\
Data File : VY008623.D

Acqg On : 04 May 2022 19:31
Operator : KP/MD

Sample : N2619-18

Misc : 4.60g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y050222S.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 Pentane, 2,3,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.618 12.83 ug/l 120589 1,4-Difluorobenzene 8.691

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 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 74
4 Heptane, 3,3,4-trimethyl- 142 C1eH22 020278-87-9 74
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 74
Abundance Scan 1279 (9.618 min): VY008623.D\data.ms (-1270) ()  m/z 43.10 100.00%
43.1 711
5000 /\w\
AT,
‘ 971 9.50 10.00
Ol o STE 1690 2071 71 9 97.51%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0 ]\
5000 S /L T
9.50 10.00
m/z 70.10 73.24%
0 15'0 H “‘\ \H | 114'0
\‘\\\\‘\\1\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4472: Pentane, 3-ethyl-
43.0
M, Ly,
9.50 10.00
5000 70.0 m/z 41.10 29.74%
0 15.0 H “‘\ “u I 109'0
ittt
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #59101: Decane, 3,3,4-trimethyl- /\/\‘ — A A =
43.0 71.0 9.50 10.00
m/z 55.10 27.68%
5000
0 4990 12901550 M f ‘
m/z--> 0 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\VY050422\
Data File : VY008623.D

Acqg On : 04 May 2022 19:31
Operator : KP/MD

Sample : N2619-18

Misc : 4.60g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y050222S.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 Heptane, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.752 9.39 ug/l 88274  1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-methyl- 114 C8H18 000589-53-7 74
2 1-Butanol, 3-methyl-, carbonate ... 202 C11H2203 002050-95-5 59
3 Propanoic acid, 2-methyl-, 3-met... 158 C9H1802 002050-01-3 59
4 Diisoamyl ether 158 C10H220 000544-01-4 53
5 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 50

Abundance Scan 1301 (9 752 min): VY008623.D\data.ms (-1292) (-) m/z 43.10 100.00%

5000 \A
‘9‘ | iOOd
99.1
0 ‘_Hwm‘Umm‘“w‘H\‘Hwuu‘lﬁq‘l‘ww%qz? m/z 70.10  85.16%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8634: Heptane, 4-methyl-
43.0
71.0
5000
9 1000
m/z 71 10 81.16%
0 150 H ““\ ‘H Ll 11\40
\‘\\\\‘\1\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #77599: 1-Butanol, 3-methyl-, carbonate (2:1)
70.0
43.0 \
9 1000
oL 150y L 9a0M70 1590 2020
e T L e  ARARARRERS
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #35490: Propanoic acid, 2-methyl-, 3-methylbutyl ester ;
43.0 70.0 9. 1000
m/z 85.10 38.13%
5000
0 ! \‘\‘ L L1150 1430 /\ M

m/z--> 0 20 40 60 80 100 120 140 160 180 200 1000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050422\
Data File : VY008623.D

Acqg On : 04 May 2022 19:31
Operator : KP/MD

Sample : N2619-18

Misc : 4.60g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y050222S.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 Hexane, 2,2,5-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.112  31.32 ug/1l 464267 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 83
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 83
3 Hexane, 2,2,5,5-tetramethyl- 142 C1leH22 001071-81-4 64
4 Octane, 2,2,6-trimethyl- 156 C1l1H24 062016-28-8 50
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 50

Abundance Scan 1360 (10.112 min): VY008623.D\data.ms (-1348) (- m/z 57.10 100.00%

57.1
5000
39 1131 10.00 1050
0 HWHJ“EHMWM7‘9‘9‘H_m_‘wlf‘?‘l‘ 1689  m/z s6.10  37.02%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14572: Hexane, 2,2,5-trimethyl-
57.0
5000
10 00 10 50
m/z 71.10 23.13%
29.0
O \\\‘\\\\‘H\\\‘ ‘\\‘\7\‘0\\\\‘\1\1\‘3\(‘)\\\\‘\\\\‘\\\\
mfz--> 60 80 100 120 140 160
Abundance #14570: Hexane, 2,2,4-trimethyl-
57.0 /\\,\
10 00 10 50
29.0
0 \‘ M 1L | 830 11\3 0
— ettt
miz--> 20 40 60 80 100 120 140 160
Abundance #22137: Hexane, 2,2,5,5-tetramethyl- \ VAN
57.0 10 00 10 50
m/z 43.10 14.15%
5000 ﬂ
127.0
ol 390 | es0 VAN

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\VY050422\
Data File : VY008623.D

Acqg On : 04 May 2022 19:31
Operator : KP/MD

Sample : N2619-18

Misc : 4.60g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y050222S.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 Hexane, 2,3,5-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.636 10.41 ug/l 154320  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 83
2 Hexane, 3-ethyl- 114 C8H18 000619-99-8 78
3 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 72
4 Heptane, 3,4,5-trimethyl- 142 C1eH22 020278-89-1 64
5 Nonane, 5-methyl- 142 C1eH22 015869-85-9 59
Abundance Scan 1446 (10.636 min): VY008623.D\data.ms (-1441) (- m/z 43.10 100.00%
43.1
85.1
5000
69,0 b —F
‘ H 128.2 10.50 11.00
ol L 11811282 eg 16 72.57%
miz--> 0 20 40 60 80 100 120
Abundance #14578: Hexane, 2,3,5-trimethyl-
43.0
5000 U ‘ \/\/\
85.0 10.50 11.00
m/z 84.10 47.21%
27.0 69.0
O T ‘ L ’ \‘\‘\ 1““‘\ T T \m\ T ‘ !‘\ T ‘ \171\3\-0‘1\2\8.\0\
miz--> 0 20 40 60 80 100 120
Abundance #8625: Hexane, 3-ethyl-
43.0
A JVULAN
10.50 11.00
5000 m/z 57.10 34.77%
85.0
21.0 70.0
ol2o o T L mao
miz--> 0 20 40 60 80 100 120
Abundance #14543: Heptane, 2,3-dimethyl-
43.0 10.50 11.00
m/z 41.10 30.52%
27.0 ‘ 690
o e B VNS O WORPON A V1V
m/z--> 0 20 40 60 80 100 120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050422\
Data File : VY008623.D

Acqg On : 04 May 2022 19:31
Operator : KP/MD

Sample : N2619-18

Misc : 4.60g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y050222S.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 Heptane, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.807 9.36 ug/l 138790  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 87
2 Nonane 128 C9H20 000111-84-2 62
3 Tridecane 184 C13H28 000629-50-5 59
4 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 53
5 Tritetracontane 605 C43H88 007098-21-7 53

Abundance Scan 1474 (10.807 min): VY008623.D\data.ms (-1464) (- m/z 43.10 100.00%

43.1
5000 L1
1131 T RN
‘ ‘ 10.50 11.00
bl M b 20Ty 57,10 93.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14541: Heptane, 2,6-dimethyl-
43.0
5000
10.50 11.00
71.0 m/z 71.10 49.11%
H ‘ 113.0
0\‘\}\\‘i}\\“‘\“\\‘\\‘}‘\\\‘\\\\‘\}\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14521: Nonane
43.0 /\
T —
10.50 11.00
5000 ITI/Z 41.05 41.90%
85.0
L 128.0
0?4'd,,,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59027: Tridecane T —
57.0 10.50 11.00
m/z 85.10 30.93%
5000 290.0 85.0
Ll a0 a
Ol el e e — AL A
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00

82Y050222S.M Thu May 05 12:51:57 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050422\
Data File : VY008623.D

Acqg On : 04 May 2022 19:31
Operator : KP/MD

Sample : N2619-18

Misc : 4.60g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y050222S.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 Heptane, 2,5-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.904 24.76 ug/l 367064 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 91
2 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 64
3 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 53
4 2,2,4,4-Tetramethyloctane 170 C12H26 062183-79-3 53
5 Octane, 3-methyl- 128 C9H20 002216-33-3 50

Abundance Scan 1490 (10.904 min): VY008623.D\data.ms (-1481) (- m/z 57.05 100.00%
ot

.0
5000
41,1
91 11.00
128.2 :
obr b B4t J“ RS m/z 43.10 31.24%
m/z--> 20 40 60 80 100 120 140
Abundance #14546: Heptane, 2,5-dimethyl-
57.0
5000 LN
11.00
m/z 41.10 24.91%
41{0 99.0 /
0 15.0 \‘ \‘\ Il ‘\‘ 840 128.0
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #14562: Heptane, 3,5-dimethyl-
57.0
—
11.00
5000 ITI/Z 56.10 23.71%
41,0
99.0
o 2ob | o I amo
miz--> 20 40 60 80 100 120 140
Abundance #22131: Heptane, 3-ethyl-2-methyl- —
57.0 11.00
m/z 99.10 17.95%
5000
410 98.0

m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050422\
Data File : VY008623.D

Acqg On : 04 May 2022 19:31
Operator : KP/MD

Sample : N2619-18

Misc : 4.60g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y050222S.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, 3,4-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.246 8.87 ug/1 131556  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 53
2 Hexane, 3-ethyl-4-methyl- 128 C9H20 003074-77-9 53
3 Decane, 5-methyl- 156 C11H24 013151-35-4 50
4 Nonane 128 C9H20 000111-84-2 50
5 Octane, 4-methyl- 128 C9H20 002216-34-4 49

Abundance Scan 1546 (11.246 min): VY008623.D\data.ms (-1541) (- m/z 57.05 100.00%
57.0

5000 411
85.1
| ‘ ‘ 1281 11.00 150
ol N m/z 43.10  97.39%
miz--> 20 40 60 80 100 120 140 160
Abundance #14551: Heptane, 3,4-dimethyl-
43.0
5000 — ATAAY
70.0 11.00 11.50
m/z 70.10 50.90%
2710 ‘
O\‘\‘\\\“‘i\\“‘\\‘\\’}‘\ \9\9“.0\\\\‘1\2\8.\0\ ‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #14591: Hexane, 3-ethyl-4-methyl-
57.0
e o
11.00 11.50
5000/ 290 m/z 41.18  46.35%
99.0
obrdt ol Lsso | 1m0
miz--> 20 40 60 80 100 120 140 160
Abundance #33091: Decane, 5-methyl- — —
57.0 11.00 11.50
m/z 56.05 37.02%
5000 4110
85.0
oo Ul | L0 sa00useo

— \
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050422\
Data File : VY008623.D

Acqg On : 04 May 2022 19:31
Operator : KP/MD

Sample : N2619-18

Misc : 4.60g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y050222S.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, 2,2,4-... 8.325 10.6 ug/l 99695 2 8.691 470128 50.0
Hexane, 2,5-dim... 9.185 8.7 ug/l 82152 2 8.691 470128 50.0
Oxalic acid, di... 9.240 8.9 ug/l 83676 2 8.691 470128 50.0
Pentane, 2,3,4-... 9.618 12.8 ug/l 120589 2 8.691 470128 50.0
Heptane, 4-methyl- 9.752 9.4 ug/l 88274 2 8.691 470128 50.0
Hexane, 2,2,5-t... 10.112 31.3 ug/l 464267 3 11.490 741284 50.0
Hexane, 2,3,5-t... 10.636 10.4 ug/l 154320 3 11.490 741284 50.0
Heptane, 2,6-di... 10.807 9.4 ug/l 138790 3 11.490 741284 50.0
Heptane, 2,5-di... 10.904 24.8 ug/l 367064 3 11.490 741284 50.0
Heptane, 3,4-di... 11.246 8.9 ug/l 131556 3 11.490 741284 50.0
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