LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@33123\
Data File : VWO25521.D

Acqg On : 31 Mar 2023 10:39
Operator : SY/MD

Sample : 02130-11RE

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWLMO30623SMA.M
Title : SFAMO1.0

Signal : TIC: VW@25521.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.180 44 48 60 rVB2 18469 42597 1.33% 0.147%
2 2.369 71 79 90 rBvV 292988 671738 20.91% 2.320%
3 2.460 91 94 104 rVB2 17154 33668 1.05% 0.116%
4 2.893 159 165 178 rVW 107385 305521 9.51% 1.055%
5 3.039 181 189 212 rVB 183392 563859 17.55% 1.947%
6 3.301 229 232 236 rVW5 5103 8638 0.27% 0.030%
7 3.393 239 247 264 rW 467731 1122654 34.94% 3.877%
8 3.588 271 279 286 rBv2 29780 72456 < 2.26%  0.250%
9 3.759 302 307 313 rVB7 5300 10490 0.33% 0.036%
106 3.850 315 322 330 rVB5S 7714 20322 0.63% 0.070%
11  4.021 338 350 362 rBV 309744 907309 28.24%  3.134%
12 4.124 363 367 376 rVV 14990 43738 1.36% 0.151%
13 4.405 407 413 421 rVV3 11684 34614 1.08% 0.120%
14 4.783 465 475 485 rBvVS8 9043 32496 1.01% 0.112%
15 4.966 485 505 522 rBV2 226971 1012065 31.50%  3.495%
16 5.441 568 583 598 rBvV2 207301 739497 23.02%  2.554%
17 5.758 627 635 638 rBv9 7937 20474 0.64% 0.071%
18 5.941 654 665 684 rBV 403052 1205898 37.53% 4.165%
19 6.112 687 693 701 rVB7 8071 21006 0.65% 0.073%
20 6.228 704 712 719 rBvV2 28158 81938 2.55% 0.283%
21  6.289 720 722 732 rVB3 12161 26761 0.83% 0.092%
22 6.563 758 767 777 rVB4 9208 30085 0.94% 0.104%
23  6.874 810 818 826 rBV3 13268 41907 1.30% ©0.145%
24  6.990 826 837 845 rBV3 33904 103116  3.21% 0.356%
25 7.075 845 851 859 rBV 82455 238082 7.41% 0.822%
26 7.417 898 907 913 rBV 5189 16357 0.51% 0.056%
27 7.526 917 925 933 rVB7 9025 25122 0.78% 0.087%
28 7.648 933 945 963 rBV 539094 1403250 43.68% 4.847%
29 7.843 971 977 983 rBV4 15958 37424 1.16% 0.129%
30 7.923 983 990 1000 rBV 212711 500866 15.59% 1.730%
31 8.032 1000 1008 1017 rVB4 95097 277093 8.62% 0.957%
32 8.154 1019 1028 1037 rBV 415087 923331 28.74% 3.189%
33 8.276 1037 1048 1064 rBV2 1048166 3212730 100.00% 11.096%
34 8.422 1065 1072 1081 rVB3 65625 165173 5.14% 0.570%
35 8.520 1081 1088 1093 rBV5 18262 42406 1.32% ©0.146%
36 8.581 1093 1098 1107 rVB6 16402 41340 1.29% 0.143%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@33123\
Data File : VWO25521.D

Acqg On : 31 Mar 2023 10:39
Operator : SY/MD

Sample : 02130-11RE

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWLMO30623SMA.M
Title : SFAMO1.0
37 8.691 1107 1116 1131 rVB 365712 772599 24.05% 2.668%
38 8.843 1131 1141 1147 rBV 1157272 2368047 73.71% 8.179%
39 8.996 1163 1166 1171 rVB3 12000 18246 0.57% 0.063%
40 9.087 1174 1181 1188 rBvV6 16230 37077 1.15% 0.128%
41  9.276 1203 1212 1220 rBV 736186 1557595 48.48% 5.380%
42 9.380 1225 1229 1236 rVB 33280 68710 2.14% 0.237%
43 9.514 1242 1251 1258 rBV 64652 133470 4.15% 0.461%
44  9.617 1263 1268 1272 rBV5 6452 11391 0.35% 0.039%
45 9.691 1272 1280 1284 rBV5 18280 41984 1.31% ©0.145%
46 9.745 1284 1289 1294 rVB3 30396 57473 1.79% 0.198%
47  9.812 1295 1300 1303 rVB5 7077 11498 0.36% 0.040%
48 9.855 1303 1307 1309 rBV3 15346 22353  0.70% 0.977%
49 9.898 1309 1314 1318 rVB2 36370 58202 1.81% 0.201%
50 9.953 1318 1323 1327 rBV 105779 199316 6.20% ©0.688%
51 10.032 1332 1336 1341 rVV 321459 577662 17.98%  1.995%
52 10.093 1341 1346 1358 rVB 204005 515653 16.05% 1.781%
53 10.184 1358 1361 1367 rVB4 10440 16183 0.50% 0.056%
54 10.325 1376 1384 1390 rBV 1237969 2236337 69.61% 7.724%
55 10.392 1390 1395 1401 rVvV 50835 99754 3.10% 0.345%
56 10.440 1401 1403 1406 rVB3 13536 16195 ©0.50% 0.056%
57 10.501 1406 1413 1419 rVB 180405 322804 10.05%  1.115%
58 10.575 1419 1425 1431 rBV 190556 348114 10.84%  1.202%
59 10.690 1439 1444 1451 rBv2 21347 42031 1.31% 0.145%
60 10.776 1451 1458 1463 rVB8 16160 36637 1.14% 0.127%
61 10.861 1463 1472 1477 rBV3 60678 122551 3.81% 0.423%
62 10.922 1477 1482 1491 rBV 243981 432683 13.47% 1.494%
63 10.995 1491 1494 1497 rVB5 6498 8560 0.27% 0.030%
64 11.062 1497 1505 1509 rBV3 21362 50949 1.59% 0.176%
65 11.105 1509 1512 1521 rVB6 25587 48834 1.52% 0.169%
66 11.178 1521 1524 1527 rBV5S 9421 14054 0.44% 0.049%
67 11.270 1535 1539 1540 rBV2 7850 10324 0.32% 0.036%
68 11.337 1546 1550 1552 rBV2 10365 13743 0.43% 0.047%
69 11.404 1553 1561 1572 rVB2 60606 174482 5.43% 0.603%
70 11.507 1572 1578 1585 rBV 71093 119121 3.71% 0.411%
71 11.629 1591 1598 1606 rVB 1054909 1767971 55.03% 6.106%
72 11.727 1608 1614 1620 rBV 47332 79957 2.49% 0.276%
73 11.837 1623 1632 1640 rVB4 54092 121650 3.79% 0.420%
74 11.922 1642 1646 1649 rVB6 7970 11046 0.34% 0.038%
75 11.952 1649 1651 1658 rVBS8 6375 9285 0.29% 0.032%
76 12.056 1665 1668 1673 rVB7 6965 10921 0.34% 0.038%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@33123\
Data File : VWO25521.D

Acqg On : 31 Mar 2023 10:39
Operator : SY/MD

Sample : 02130-11RE

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWLMO30623SMA.M
Title : SFAM@1.0
77 12.160 1675 1685 1692 rBV3 15052 41974 1.31% 0.145%
78 12.239 1693 1698 1703 rVB6 10268 19937 0.62% 0.069%
79 12.330 1710 1713 1717 rBV5 4706 9550 0.30% 0.033%
80 12.367 1717 1719 1725 rVB6 12130 18349 0.57% 0.063%
81 12.464 1731 1735 1738 rBV2 9456 16063 ©.50% ©0.055%
82 12.605 1754 1758 1762 rVV3 30875 50967 1.59% 0.176%
83 12.647 1762 1765 1766 rVvV2 7411 8113 0.25% 0.028%
84 12.690 1766 1772 1781 rVV 398485 639927 19.92%  2.210%
85 12.800 1785 1790 1797 rBV2 10330 19682 0.61% 0.068%
86 12.861 1797 1800 1804 rBV4 7000 10419 0.32% 0.036%
87 12.922 1807 1810 1818 rVB8 15131 26981 ©0.84% ©0.093%
88 13.111 1836 1841 1846 rVB3 7122 15230 0.47% ©.053%
89 13.294 1867 1871 1876 rVB8 5053 8617 0.27% 0.030%
990 13.464 1892 1899 1903 rBV7 10329 20445 0.64% 0.071%
91 13.556 1907 1914 1926 rBV 407943 665731 20.72%  2.299%
92 13.641 1926 1928 1936 rVB8 6600 11427 0.36% 0.039%
93 13.751 1942 1946 1951 rBV4 16108 27987 0.87% 0.097%
94 13.848 1956 1962 1973 rVV 335361 560913 17.46% 1.937%
95 14.062 1992 1997 2003 rBV 27181 43347 1.35% 0.150%
96 14.202 2014 2020 2025 rVB9 7930 16098 ©.50% 0.056%
97 14.318 2032 2039 2042 rBV9 4893 9783 0.30% 0.034%
98 14.629 2084 2090 2093 rBV8 4799 9047 0.28% 0.031%
99 15.427 2213 2221 2226 rBvV2 48765 85991 2.68% 0.297%
100 15.482 2226 2230 2236 rVB2 9005 15654 ©0.49% 0.054%
Sum of corrected areas: 28953715
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe33123\

: VWe25521.D

: 31 Mar 2023 10:39

: SY/MD

: 02130-11RE

: 5.44g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@30623SMA .M
. SFAM@1.0

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance
1200000

1000000

800000

600000

400000

200000

o

TIC: VW025521.D\data.ms

3.393

5.941
2.369 4.021

4.966 5 441

2.180 | 2.460 3.301| 3988 7m@50) 4.124 4405 478 5.758 2%B9 6563

Time-->

S
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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
1200000

1000000

800000

600000

400000

200000

TIC: VW025521.D\data.ms
8.843 10.825

8.276 11.629

9.276

7.648

8.15
8.691

PEP_ 7arm26 | 78 Bani | | \omonr o &%% 18 1

0
Time-->

I T
7.00 7.50 8.00 8.50 9 OO 9.50 10 OO 10.50 11 00 11 50

Abundance
1200000

1000000

800000

600000

400000

200000

Time-->

TIC: VW025521.D\data.ms

12.690 13.556
13.848

p@m@mn : zmm BEP13.1113.298. 4 83475 14. 0@3 202318 ORbeaazs 146290 138262
T T ‘ T T T ‘ T T ‘ T T ‘ T
12.00 12.50 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@33123\
Data File : VW@25521.D

Acqg On : 31 Mar 2023 10:39
Operator : SY/MD

Sample : 02130-11RE

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O30623SMA .M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.039 5.95 ug/L 563859 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 90
3 3-Buten-1-o0l 72 C4H80 000627-27-0 47
4 Pentane 72 C5H12 000109-66-0 39
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 12

Abundance Scan 189 (3.039 min): VW025521.D\data.ms (-181) (-) m/z 43.10 100.00%

43.1
5000 /k
N

2.80 3.00 3.20 3.40
ol iyl | 8881212 1635 2033 250.52843 /7 42,05  85.32%

m/z--> 0 50 100 150 200 250
Abundance #813: Butane, 2-methyl-
43.0

5000 e
2.80 3.00 3.20 3.40

m/z 41.05  84,23%
Qj‘w

0

i”“‘\ \“ T T ‘ T T T T ‘ L L ‘ T T T T ‘ T T T T
m/z--> 0 50 100 150 200 250
Abundance #814: Butane, 2-methyl-
43.0

2.80 3.00 3.20 3.40

5000 m/z 57.05 60.17%
:
miz-> 0 50 100 150 200 250
Abundance #752: 3-Buten-1-ol R e A
42.0 2.80 3.00 3.20 3.40

m/z 39.05 26.47%

1 ol

m/z--> 0 50 100 150 200 250 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@33123\
Data File : VW@25521.D

Acqg On : 31 Mar 2023 10:39
Operator : SY/MD

Sample : 02130-11RE

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O30623SMA .M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.393 11.85 ug/L 1122650 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 80
5 Pentane 72 C5H12 000109-66-0 59

Abundance Scan 247 (3.393 min): VW025521.D\data.ms (-239) (-) m/z 43.10 100.00%

43.1
5000

| 3.00 3.20 3.40 3.60 3.80
ol il 896 126.0160.1 207.4 2549290 '/ 43 10  61.11%

m/z--> 0 50 100 150 200 250
Abundance #806: Pentane
43.0

5000 e e
3.00 3.20 3.40 3.60 3.80

m/z 41.05 52.20%

O 2‘.0\ ‘ T L L ‘ h‘\ \‘ T T ‘ 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 #810: Pentane
43.0

3.00 3.20 3.40 3.60 3.80

5000 ITI z 39.10 17 .48%
0 M‘A‘J‘ L B e LA A o
m/z--> 0 50 100 150 200 250
Abundance #807: Pentane
43.0 3.00 3.20 3.40 3.60 3.80

m/z 57.10 14.66%

5000 K
020 |||

m/z--> 0 50 100 150 200 250 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe33123\
Data File : VW@25521.D

Acqg On : 31 Mar 2023 10:39

Operator : SY/MD

Sample : 02130-11RE

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO30623SMA.M
. SFAM@1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
5.441 7.81 ug/L 739497 1,4-Difluorobenzene 8.843
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 87
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 87
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 87
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 78

5 Hexane, 2,2,3-trimethyl- 016747-25-4 72

Abundance Scan 583 (5.441 min): VW025521.D\data.ms (-568) (-) m/z 57.10 100.00%
57.1
5000
AL RRRSammnn
“ | 5.20 5.40 5.60 5.80
ol il 4870 1432 187.0 2243 275! ., 5616 go.79%
miz--> 0 50 100 150 200 250
Abundance #2049: Pentane, 3-methyl-
57.0
5000 L L NI L I LR L
270 5.20 5.40 5.60 5.80
m/z 41.10 70.20%
O ‘ \‘\ “\ L‘ “‘\ \‘8\ \O‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T
miz--> 50 100 150 200 250
Abundance #2043: Pentane, 3-methyl-
5_.0 /L
R AR
5.20 5.40 5.60 5.80
5000 m/z 43.05 27.23%
27,0
o“““““““‘37‘:0‘HH_H‘_‘H_H
miz-> 0 50 100 150 200 250
Abundance #2050: Pentane, 3-methyl- R REREEEE L
57.0 5.20 5.40 5.60 5.80
m/z 39.10 18.44%
5000
270 A\M\M
ol 4 W4 80 K
m/z--> 0 50 100 150 200 250 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@33123\
Data File : VW@25521.D

Acqg On : 31 Mar 2023 10:39
Operator : SY/MD

Sample : 02130-11RE

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O30623SMA .M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.941 12.73 ug/L 1205900 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 91
3 n-Hexane 86 Ce6H14 000110-54-3 91
4 2-Ethyl-oxetane 86 C5H100 1010386-40-2 64
5 n-Hexane 86 C6H14 000110-54-3 52

Abundance Scan 665 (5.941 min): VW025521.D\data.ms (-654) (-) m/z 57.10 100.00%

57.1
5000

‘ 86.2 (L L B R R
A

5.60 5.80 6.00 6.20

146.3 181.0 2165  266.( P
et ot 0 202 290 m/z 41,5  80.44%

m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #2040: n-Hexane
57.0
27.0
5000

5.60 5.80 6.00 6.20
m/z 43.05 71.09%

o

“ 86.0
O \‘\H‘\’\‘\HMH‘ ‘H‘\\‘\‘\H‘HH’\\H‘\H\‘H\\‘HH‘HH’HH‘HH‘H\
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #2038: n-Hexane
57.0
R e RamEE na
5.60 5.80 6.00 6.20
5000 27.0 m/z 56.05 52.62%
‘ 86.0
0“Hﬂ“duw‘WMA‘JHW‘HW‘HWH‘WH‘WHH‘HH,HH_‘H_‘
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #2039: n-Hexane T
57.0 5.60 5.80 6.00 6.20

m/z 42.10  38.90%

27.0
5000
‘ 86.0
0 Ll ‘

m/z--> 0 20 40 60 80 100120140160180200220240260 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@33123\
Data File : VW@25521.D

Acqg On : 31 Mar 2023 10:39
Operator : SY/MD

Sample : 02130-11RE

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O30623SMA .M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.923 5.29 ug/L 500866 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2-methyl- 100 C7H16 000591-76-4 91
2 Hexane, 2-methyl- 100 C7H16 000591-76-4 91
3 Hexane, 2-methyl- 100 C7H16 000591-76-4 90
4 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 78
5 Hexane, 2-bromo- 164 C6H13Br 003377-86-4 47
Abundance Scan 990 (7.923 min): VW025521.D\data.ms (-983) (-) m/z 43.10 100.00%
43.1
w T AAJL
o RAEEE TR AL R
‘ 7.60 7.80 8.00 8.20
o bl o 1| 18221631 2070 2685 ., 4105 51.86%
m/z--> 0 50 100 150 200 250
Abundance #4469: Hexane, 2-methyl-
43.0
5000
85.0 7.60 7.80 8.00 8.20
m/z 85.10 46.75%
vo |l
O ‘ T : T ‘\ ‘\‘ ‘ I T T \“\ i T T T T ‘ T T T T ‘ T T T T ‘ T T T
miz--> 0 50 100 150 200 250
Abundance #4470: Hexane, 2-methyl-
43.0
A RRRERR
7.60 7.80 8.00 8.20
5000 m/z 42.10 41.56%
85.0
029 1
m/iz--> 0 50 100 150 200 250
Abundance #4467: Hexane, 2-methyl- I EmE e Rman
43.0 7.60 7.80 8.00 8.20
m/z 56.10 33.57%
5000
85.0 M
01— N e
m/z--> 0 50 100 150 200 250 7.60 7.80 8.00 8.20

SFAMWLM@30623SMA.M Mon Apr 03 02:52:40 2023 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@33123\
Data File : VW@25521.D

Acqg On : 31 Mar 2023 10:39
Operator : SY/MD

Sample : 02130-11RE

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O30623SMA .M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.032 2.93 ug/L 277093  1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
2 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 64
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 58
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 58
5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 47
Abundance Scan 1008 (8.032 min): VW025521.D\data.ms (-1000) () | m/z 56.05 100.00%
56.0
P e e
| 850 1185 152.4 2119 2584 7:80 8.00 820 8.40
Obrrrprerlbthy o 1185 152418102110 2584 /0 43 05 79.69%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #4484: Pentane, 2,3-dimethyl-
56.0
5000 T T T T [T T[T T
7.80 8.00 8.20 8.40
270 m/z 57.05 56.96%
(L
OHH‘HH‘\H “\\i\‘\H\‘\\\\‘\\\\‘\\\\’H\\’\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #111690: Ethanol, 2-(dodecyloxy)-
56.0
T e
7.80 8.00 8.20 8.40
5000 m/z 41.10 47 .47%
97.0
27,0 H ‘ ‘
ol L1 | gonotesorso
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #4483: Pentane, 2,3-dimethyl- e AREAREREE
56.0 7.80 8.00 8.20 8.40
m/z 71.10 29.99%
5000
27.0
|| o
O bl e e
m/z--> 20 40 60 80 100120140160180200220240260 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@33123\
Data File : VW@25521.D

Acqg On : 31 Mar 2023 10:39
Operator : SY/MD

Sample : 02130-11RE

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O30623SMA .M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.154 9.75 ug/L 923331  1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 95
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
4 Heptane 100 C7H16 000142-82-5 64
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 53

Abundance Scan 1028 (8.154 min): VW025521.D\data.ms (-1019) (-) | m/z 43.05 100.00%

43.0
71.0
5000

“‘ ‘ ‘1001 7.80 8.00 8.20 8.40
| |

130.8158.91856  238.9 )
et T 130819891896 2389 m/z 41.10  57.33%

m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #4468: Hexane, 3-methyl-
43.0
70.0

5000 N e
7.80 8.00 8.20 8.40

m/z 71.05 55.74%

o

15.0

||| 1000
O\‘\\H‘H\\‘}\‘\‘\‘\\{\‘\‘\Hi\\H‘H\\‘H\\‘HH‘HH‘HH‘HH‘H\
m/z--> 0 20 40 60 80 100120140 160 180 200 220 240
Abundance #4465: Hexane, 3-methyl-
43.0 A/\
R REE e AREEAT
71.0 7.80 8.00 8.20 8.40
5000 m/z 70.05 55.07%
o asol | | o
e et e e
m/z--> 0 20 40 60 80 100120 140 160 180 200 220 240
Abundance #4471: Hexane, 3-methyl-
43.0 7.80 8.00 8.20 8.40

m/z 57.10  52.22%

5000 71.0
15.0‘ | ‘ 100.0
0 I I |

m/z--> 0 20 40 60 80 100120140 160 180 200 220 240 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@33123\
Data File : VW@25521.D

Acqg On : 31 Mar 2023 10:39
Operator : SY/MD

Sample : 02130-11RE

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O30623SMA .M
Quant Title : SFAM@1.0

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 Propanoic acid, 2-methyl-, ... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.422 1.74 ug/L 165173  1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 3-met... 158 C9H1802 002050-01-3 72
2 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 59
3 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 56
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 56
5 Octane, 4,5-dimethyl- 142 C10H22 015869-96-2 50
Abundance Scan 1072 (8.422 min): VW025521.D\data.ms (-1065) () | m/z 43.10 100.00%
43.1
5000

H ‘ 1001 183.8 8.00 8.20 8.40 8.60 8.80
ob bl b o182t 1838 2291 2695 0 mjz 7e.05  80.15%

miz-> 50 100 150 200 250

Abundance #35490: Propanoic acid, 2-methyl-, 3-methylbutyl ester

43.0
5000
8.00 8.20 8.40 8.60 8.80
m/z 71.05 53.48%
89.0
O\\h\‘\““\‘\ \‘\\14\.3-0\\\\ L T T
miz--> 50 100 150 200 250
Abundance #8672: Pentane, 3-ethyl-2-methyl-
43.0
8.00 8.20 8.40 8.60 8.80
5000 m/z 41.05 39.19%
85.0
oLt
miz--> 50 100 150 200 250
Abundance #4997 1-Butanol, 2-ethyl- REEAR R SR
43.0 8.00 8.20 8.40 8.60 8.80
m/z 55.05 32.83%
5000
84.0
ob— ““‘M ‘u N —— A e e =
m/z--> 50 100 150 200 250 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@33123\
Data File : VW@25521.D

Acqg On : 31 Mar 2023 10:39
Operator : SY/MD

Sample : 02130-11RE

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O30623SMA .M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.691 8.16 ug/L 772599  1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Heptane 100 C7H16 000142-82-5 91
3 Heptane 100 C7H16 000142-82-5 80
4 Heptane 100 C7H16 000142-82-5 78
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 42

Abundance Scan 1116 (8.691 min): VW025521.D\data.ms (-1107) (-) | m/z 43.10 100.00%

43.1
5000

‘ 100.1 P T

| | 8.40 8.60 8.80 9.00
ol L 1646 207.2 2468 2941y 7 41.05  64.74%

m/z--> 0 50 100 150 200 250
Abundance #4461: Heptane
43.0
5000

8.40 8.60 8.80 9.00
m/z 71.10 53.71%

Fi

‘ 100.0
0 ZQ“w N”l‘“‘l UL I L L A I
m/z--> 0 50 100 150 200 250
Abundance #4462: Heptane
43.0
Lfﬁ(\w‘w‘ww‘w‘w‘w
8.40 8.60 8.80 9.00
5000 m/z 57.05 48.41%
‘ 100.0
0%0“““kwhl“‘l“‘ A N
m/z--> 0 50 100 150 200 250
Abundance #4464: Heptane e R

43.0 8.40 8.60 8.80 9.00
m/z 56.10 37.47%

5000
‘ ‘ 100.0
R A RAER 1“‘ L N S

m/z--> 0 50 100 150 200 250 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@33123\
Data File : VW@25521.D

Acqg On : 31 Mar 2023 10:39
Operator : SY/MD

Sample : 02130-11RE

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O30623SMA .M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Cyclic9.514 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.514 1.41 ug/L 133470  1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 91
2 (R)-(+)-3-Methylcyclopentanone 98 C6H100 006672-30-6 46
3 Cyclopentane, ethyl- 98 C7H14 001640-89-7 45
4 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 38
5 Cyanamide, dimethyl- 70 C3H6N2 001467-79-4 38
Abundance Scan 1251 (9.514 min): VW025521.D\data.ms (-1242) (-) ' m/z 69.05 100.00%
69.0
5000 39.0
1123 1645 2202 950
ol i) 2123 1845 2202 280% .. 68 19 81.15%
miz-> 50 100 150 200 250
Abundance #3747: Cyclopentane, ethyl-
69.0
5000 ol e :
9.50
3910 m/z 41.10 76.70%
O T T H\ L‘ ‘“‘\ ‘ \‘ \99‘.()\ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #3670: (R)-(+)-3-Methylcyclopentanone
69.0
=
9.50
5000 390 m/z 70.10 64 .05%
|90
ol 4 4
miz--> 50 100 150 200 250
Abundance #3752: Cyclopentane, ethyl- = ‘
69.0 9.50
m/z 55.05 50.98%
O MJW
ol | 1980
m/z--> 50 100 150 200 250 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@33123\
Data File : VW@25521.D

Acqg On : 31 Mar 2023 10:39
Operator : SY/MD

Sample : 02130-11RE

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O30623SMA .M
Quant Title : SFAM@1.0

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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.953 2.10 ug/L 199316 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 87
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 87
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 76
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 53
5 1-Hexene, 3,5,5-trimethyl- 126 C9H18 004316-65-8 50
Abundance Scan 1323 (9.953 min): VW025521.D\data.ms (-1318) (-) | m/z 43.10 100.00%
43.1
—
LY
ol b | 4182.21635 199.2 2338 2790 /7 57.10  88.05%
miz-> 50 100 150 200 250
Abundance #8628: Heptane, 2-methyl-
43.0
5000 1
10.00
99.0 m/z 41.10 59.77%
O T T H\ ‘\ ’h‘\ “ T T “‘ \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #8632: Heptane, 2-methyl-
43.0
——
10.00
5000 m/z 42.10 42.71%
H 99.0
S A
miz--> 50 100 150 200 250
Abundance #8636: Heptane, 2-methyl- M
57.0 10.00
m/z 55.10  26.23%
5000
27.0 99.0
0 , H\J‘\‘\\ — — —
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@33123\
Data File : VW@25521.D

Acqg On : 31 Mar 2023 10:39
Operator : SY/MD

Sample : 02130-11RE

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O30623SMA .M
Quant Title : SFAM@1.0

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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.093 5.44 ug/L 515653 1,4-Difluorobenzene 8.843
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 83
2 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 64
3 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 64
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 56
5 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 56
Abundance Scan 1346 (10.093 min): VW025521.D\data.ms (-1341) ( m/z 43.10 100.00%
43.1
85.1
5000
RN
‘ ‘ 10.00
ol | 11521480179.5212.0 24752806 = /7 57,10  81.02%
miz-> 50 100 150 200 250
Abundance #8629: Heptane, 3-methyl-
43.0
85.0
5000 —— :
10.00
m/z 85.10 62.77%
“ Il ‘\ i 1150
O 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--> 50 100 150 200 250
Abundance #22121: Heptane, 3,4,5-trimethyl-
43.0
N
85.0 10.00
5000 m/z 41.10 55.69%
ol 142.0
miz--> 50 100 150 200 250
Abundance #4487: Pentane, 2,2-dimethyl- 7 ‘
57.0 10.00
m/z 56.10 44.04%
5000
27,0
T uvi
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@33123\
Data File : VW@25521.D

Acqg On : 31 Mar 2023 10:39
Operator : SY/MD

Sample : 02130-11RE

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O30623SMA .M
Quant Title : SFAM@1.0

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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.501 4.56 ug/L 322804 Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 94
2 Octane 114 C8H18 000111-65-9 86
3 Octane 114 C8H18 000111-65-9 72
4 Octane 114 C8H18 000111-65-9 64
5 Octane 114 C8H18 000111-65-9 64
Abundance Scan 1413 (10.501 min): VW025521.D\data.ms (-1406) ( m/z 43.05 100.00%
3.0
- "0 M
H ‘ 1050 |
114.2 :
ol Hm “ Ao 147.9179.0 2364 281: n 7 a1.10  51.93%
miz--> 50 100 150 200 250
Abundance #8621: Octane
43.0
5000 —
85.0 10.50
m/z 57.10  39.12%
L] e
O T T T \‘ “ ‘\ T \‘ T ‘ \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #8620: Octane
43.0
T \
10.50
5000 m/z 85.05 37.60%
85.0
L e
Ot J\‘ b T T
miz--> 50 100 150 200 250
Abundance #8623: Octane A
43.0 10.50
m/z 71.05 26.82%
5000
85.0
ol H‘ e — L
m/z--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@33123\
Data File : VW@25521.D

Acqg On : 31 Mar 2023 10:39
Operator : SY/MD

Sample : 02130-11RE

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O30623SMA .M
Quant Title : SFAM@1.0

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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.404 2.47 ug/L 174482  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 87
2 Octane, 4-methyl- 128 C9H20 002216-34-4 72
3 Nonane 128 C9H20 000111-84-2 64
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
5 Oxalic acid, 6-ethyloct-3-yl hex... 314 C18H3404 1000309-34-4 59
Abundance Scan 1561 (11.404 min): VW025521.D\data.ms (-1553) ( m/z 43.05 100.00%
43.0
5000
85.1
—
11.50
128.2
ob— H ‘ il A72:42068 2571 2940 /7 471,10 35.54%
miz-> 50 100 150 200 250 300
Abundance #14526: Octane, 4-methyl-
43.0
5000 ifsd
85.0 :
m/z 71.05 35.41%
L oo
O T T T T ‘ T T T ‘\ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250 300
Abundance #14533: Octane, 4-methyl-
43.0
—
11.50
5000 m/z 57.10 32.81%
85.0
A
miz--> 50 100 150 200 250 300
Abundance #14520: Nonane ]
43.0 11.50
m/z 85.10 30.62%
5000
85.0
\‘\ \‘ \‘ \‘ , 1280
O RS
m/z--> 50 100 150 200 250 300 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@33123\
Data File : VW@25521.D

Acqg On : 31 Mar 2023 10:39
Operator : SY/MD

Sample : 02130-11RE

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O30623SMA .M
Quant Title : SFAM@1.0

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 16 Carbonic acid, butyl heptyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.507 1.68 ug/L 119121  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, butyl heptyl ester 216 C12H2403 1000314-63-4 59
2 Octane, 3-methyl- 128 C9H20 002216-33-3 58
3 Octane, 3-methyl- 128 C9H20 002216-33-3 58
4 Heptane, 4-propyl- 142 C10H22 003178-29-8 53
5 Octane, 4,5-dipropyl- 198 C14H30 020905-05-9 50
Abundance Scan 1578 (11.507 min): VW025521.D\data.ms (-1572) ( m/z 57.10 100.00%
57.1
98.1 T I
‘ | 1262 200.2 249 1150
Ol o 1262 173.3200.2 2491 . 41 09 39.29%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #94104: Carbonic acid, butyl heptyl ester
57.0
5000 —
11.50
m/z 43.05 34.88%
TN e
0 H\‘\u\\“M\\‘“\}“\‘\“\H\“"\H\“’H\\‘\\1\5\‘9\.\0\\‘\\\\‘\2\?—\7‘.\0\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14528: Octane, 3-methyl-
57.0
T \
11.50
5000 m/z 56.05 24 .39%
29.0 98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14537: Octane, 3-methyl- T
57.0 11.50
m/z 55.05 19.62%
5000
29.0
98.0
L1280
Ot e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

0 31

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe33123\
VWe25521.D

Mar 2023 10:39

: SY/MD
: 02130-11RE
: 5.44g/10mL/MSVOA_W/SOIL

01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO30623SMA.M
. SFAM@1.0

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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
1183 172 ug/l 121650 Chlorobenzene-ds 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 oo 060111-84-2 70

2 Nonane 128 C9H20 000111-84-2 70
3 Nonane 128 C9H20 000111-84-2 70
4 Nonane 128 C9H20 000111-84-2 70
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 43
Abundance Scan 1632 (11.836 min): VW025521.D\data.ms (-1623) ( m/z 43.10 100.00%
3.1
1150 12,00
128.2 p : :
ol 168.8 2135 280.¢ m/z 57.05 82.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14522: Nonane
43.0
5000 = —
11.50 12.00
85.0 m/z 41.10 62.60%
L)L, o
O\H‘HH‘HH\"\\‘HMH\“‘HH‘\1\\‘\\\\’\\\\‘HH‘HH‘HH’\H\’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14523: Nonane
43.0
— ——
11.50 12.00
5000 ITI/Z 91.05 60.08%
85.0
] o
0\HMMw1H”JHMuﬂH\meMHWHH‘HHMHwHH“\H“HwH
m/z--> 20 40 60 80 100120140160180200220240260280 JKMWM
Abundance #14520: Nonane Pt R B
43.0 11.50 12.00
m/z 85.05 29.65%
5000
85.0
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@33123\
Data File : VW@25521.D

Acqg On : 31 Mar 2023 10:39
Operator : SY/MD

Sample : 02130-11RE

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O30623SMA .M
Quant Title : SFAM@1.0

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 20 Benzene, 1,3-bis(1,1-dimeth... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.427 3.23 ug/L 85991 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-bis(1,1-dimethyleth... 190 C14H22 001014-60-4 94
2 Benzene, 1,3-bis(1,1-dimethyleth... 190 C14H22 001014-60-4 93
3 Benzenepropanal, 4-(1,1-dimethyl... 190 C13H180 018127-01-0 90
4 Benzenepropanal, 4-(1,1-dimethyl... 190 C13H180 018127-01-0 90
5 Benzene, 1,3-bis(1,1-dimethyleth... 190 C14H22 001014-60-4 87
Abundance Scan 2221 (15.427 min): VW025521.D\data.ms (-2213) (| m/z 175.20 100.00%
175.2
5000 57.0 /\
1550
1311
ol b Ly B L2070 281 s 5g 65 41.62%
miz--> 50 100 150 200 250
Abundance #64884: Benzene, 1,3-bis(1,1-dimethylethyl)-
175.0
5000
57.0 1550
m/z 41.00 25.93%
91.0
O T T \ \ ‘M\‘h\” ‘ \%\2\ T T \‘\ !‘ ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #64886: Benzene, 1,3-bis(1,1-dimethylethyl)-
175.0
57.0 —r
15.50
5000 m/z 176.20 15.30%
‘ 91.0
SLUNT VI - N
m/iz--> 50 100 150 200 250
Abundance #64810: Benzenepropanal, 4-(1,1-dimethylethyl)- ¢ b p gt by
175.0 15.50
m/z 190.20 14.22%
5000 131.0
91.0
41.0 ‘
ob— \“ ‘m\‘\‘\\‘ A \‘\“\L\“w\‘”“ !“\\\\‘\\\\ LA plho g g (1
m/z--> 50 100 150 200 250 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe33123\

Data File : VW@25521.D

Acqg On : 31 Mar 2023 10:39

Operator : SY/MD

Sample : 02130-11RE

Misc : 5.44g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO30623SMA .M

Quant Title : SFAM@1l.0

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S 3.039 6.0 ug/L 563859 1 8.843 2368050 25.0
(DEL) Alkane: S 3.393 11.9 wug/L 1122650 1  8.843 2368050 25.0
(DEL) Alkane: S... 5.441 7.8 ug/L 739497 1 8.843 2368050 25.0
(DEL) Alkane: S... 5.941 12.7 wug/L 1205900 1 8.843 2368050 25.0
(DEL) Alkane: S 7.923 5.3 ug/L 500866 1 8.843 2368050 25.0
(DEL) Alkane: S 8.032 2.9 ug/L 277093 1  8.843 2368050 25.0
(DEL) Alkane: S... 8.154 9.8 wug/L 923331 1 8.843 2368050 25.0
Propanoic acid,... 8.422 1.7 wug/L 165173 1  8.843 2368050 25.0
(DEL) Alkane: S.. 8.691 8.2 ug/L 772599 1  8.843 2368050 25.0
(DEL) Alkane: C.. 9.514 1.4 ug/L 133470 1  8.843 2368050 25.0
(DEL) Alkane: S.. 9.953 2.1 ug/L 199316 1 8.843 2368050 25.0
(DEL) Alkane: S.. 10.093 5.4 ug/L 515653 1 8.843 2368050 25.0
(DEL) Alkane: S.. le.501 4.6 ug/L 322804 2 11.629 1767970 25.0
(DEL) Alkane: S... 11.404 2.5 ug/L 174482 2 11.629 1767970 25.0
Carbonic acid, ... 11.507 1.7 wug/L 119121 2 11.629 1767970 25.0
(DEL) Alkane: S... 11.836 1.7 ug/L 121650 2 11.629 1767970 25.0
Benzene, 1,3-bi... 15.427 3.2 ug/L 85991 3 13.556 665731 25.0
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