LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14722.D

Acqg On : 20 Jul 2023 15:41

Operator : SY/MD

Sample : 03664-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL AUD-1021-1020-COMP

ALS Vvial : 14 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\82Y071323S.M

Title : SW846 8260

Signal : TIC: VY@14722.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.216 59 65 76 rBv 66910 112161 1.24% 0.214%
2 2.381 88 92 100 rVB 153432 249777 2.77% 0.475%
3 3.942 337 348 378 rVW 3273073 9026516 100.00% 17.183%
4 4,551 438 448 463 rVB3 74720 240724  2.67%  0.458%
5 4.710 463 474 483 rBV3 39676 150445 1.67% 0.286%
6 4.874 485 501 507 rVW 300824 1193504 13.22% 2.272%
7 4.948 508 513 531 rVB 226937 780020 8.64%  1.485%
8 5.740 628 643 661 rBV 701925 2223648 24.63% 4.233%
9 6.697 787 800 809 rBv2 153811 485820 5.38% 0.925%
106 6.978 830 846 859 rBvV2 115593 342774 3.80% 0.653%
11  7.526 925 936 948 rVB2 37306 108572 1.20% 0.207%
12 7.715 955 967 969 rBV 187293 383968 4.25% 0.731%
13 7.770 970 976 986 rVV2 506308 1659030 18.38%  3.158%
14 7.868 986 992 1003 rVB 206034 520885 5.77% 0.992%
15 7.996 1003 1013 1028 rBV 527344 1244847 13.79% 2.370%
16 8.142 1028 1037 1047 rVB 189991 447065 4.95% 0.851%
17 8.270 1047 1058 1061 rBV3 82224 219065 2.43% 0.417%
18 8.325 1061 1067 1074 rVV 158880 430309 4.77% 0.819%
19 8.398 1074 1079 1093 rVB3 73644 224403 2.49% 0.427%
20 8.545 1093 1103 1111 rBV 409993 832406 9.22% 1.585%
21 8.685 1120 1126 1135 rVB 473639 921872 10.21% 1.755%
22 9.136 1193 1200 1203 rBV2 83939 167364 1.85% 0.319%
23 9.185 1203 1208 1213 rVV2 138420 285995 3.17% 0.544%
24 9.258 1213 1220 1233 rVV4 156562 476389 5.28% 0.907%
25 9.611 1271 1278 1289 rVB 203425 406106 4.50% 0.773%
26 9.746 1289 1300 1307 rBV 207198 458943 5.08% 0.874%
27  9.959 1325 1335 1346 rBV2 86628 222353  2.46% 0.423%
28 10.069 1346 1353 1357 rBV 113593 208743  2.31% 0.397%
29 10.178 1364 1371 1376 rBV 794756 1417957 15.71% 2.699%
30 10.239 1376 1381 1394 rVB 3650514 6377025 70.65% 12.139%
31 10.367 1394 1402 1408 rVB2 90601 176090 1.95% 0.335%
32 10.434 1408 1413 1416 rBV 62695 107876 1.20% 0.205%
33 10.483 1416 1421 1425 rBV4 42535 91971 1.02% 0.175%
34 10.611 1436 1442 1450 rVB5 69401 171964 1.91% 0.327%
35 10.709 1451 1458 1464 rVB3 43712 97090 1.08% 0.185%

36 10.928 1486 1494 1498 rBV 161795 300079 3.32% 0.571%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14722.D

Acqg On : 20 Jul 2023 15:41

Operator : SY/MD

Sample : 03664-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL AUD-1021-1020-COMP

ALS Vvial : 14 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\82Y071323S.M
Title : SW846 8260
37 11.e32 1508 1511 1516 rVB 64567 91088 1.01% ©0.173%
38 11.087 1516 1520 1526 rBV 82804 132401 1.47% 0.252%
39 11.203 1534 1539 1543 rBvV3 57454 93415 1.03% 0.178%
40 11.282 1543 1552 1562 rVB3 206836 558806 6.19% 1.064%
41 11.379 1562 1568 1573 rBV 151014 255471 2.83% 0.486%
42 11.489 1579 1586 1592 rBV 680420 1125137 12.46% 2.142%
43 11.593 1595 1603 1606 rVV 235167 447248 4.95% 0.851%
44 11.623 1606 1608 1612 rVV 106706 148772 1.65% 0.283%
45 11.702 1612 1621 1631 rVV3 941843 2536648 28.10% 4.829%
46 11.776 1631 1633 1642 rVB2 88605 130736  1.45% 0.249%
47 12.026 1664 1674 1682 rVB3 468194 975728 10.81% 1.857%
48 12.129 1682 1691 1698 rBV3 152978 328842 3.64% 0.626%
49 12.202 1698 1703 1707 rVV2 147251 232775 2.58% 0.443%
50 12.245 1707 1710 1714 rVB3 66122 96270 1.07% 0.183%
51 12.324 1719 1723 1727 rBV 104688 158219 1.75% 0.301%
52 12.477 1742 1748 1753 rVB2 518808 919166 10.18% 1.750%
53 12.593 1759 1767 1771 rBV 227538 370298 4.10% 0.705%
54 12.666 1776 1779 1784 rVB 84873 128477 1.42%  0.245%
55 12.733 1784 1790 1793 rBV 129203 220555  2.44% 0.420%
56 12.763 1793 1795 1798 rVV 87255 118181 1.31% 0.225%
57 12.806 1798 1802 1815 rVB2 244595 506093 5.61% 0.963%
58 12.964 1823 1828 1832 rBV2 56883 95850 1.06% ©.182%
59 13.117 1848 1853 1858 rvVv 187328 295286 3.27% 0.562%
60 13.275 1873 1879 1883 rBV4 76533 148470 1.64%  0.283%
61 13.367 1889 1894 1896 rBV3 89759 152497 1.69% 0.290%
62 13.422 1898 1903 1908 rVV 493896 743458 8.24% 1.415%
63 13.525 1915 1920 1926 rVB 1025189 1508315 16.71% 2.871%
64 13.623 1932 1936 1940 rVV 199142 333253 3.69% 0.634%
65 13.666 1940 1943 1952 rVB3 133853 309447 3.43% 0.589%
66 13.751 1952 1957 1961 rBV 199280 296162 3.28% 0.564%
67 13.824 1966 1969 1975 rVV 88624 148680 1.65% ©0.283%
68 13.885 1975 1979 1981 rVWV 66321 101632 1.13% 0.193%
69 13.909 1981 1983 1988 rVB3 83677 110666 1.23% 0.211%
70 13.970 1988 1993 1998 rBV 318643 462540 5.12% 0.880%
71 14.019 1998 2001 2006 rVB2 53005 100713 1.12% 0.192%
72 14.074 2006 2010 2016 rBV 174561 272765 3.02% 0.519%
73 14.141 2016 2021 2027 rBV7 35453 91382 1.01% 0.174%
74 14.245 2028 2038 2039 rBV5 69421 158029 1.75% 0.301%
75 14.293 2043 2046 2056 rVB2 175708 392134  4.34% 0.746%

76 14.379 2056 2060 2064 rBV2 159474 249810 2.77% 0.476%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14722.D

Acqg On : 20 Jul 2023 15:41

Operator : SY/MD

Sample : 03664-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL AUD-1021-1020-COMP

ALS Vvial : 14 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\82Y071323S.M

Title : SW846 8260

77 14.562 2086 2090 2095 rVV 208552 351114 3.89% 0.668%
78 14.611 2095 2098 2102 rVB 111010 147568 1.63% 0.281%
79 14.684 2103 2110 2115 rBV3 325080 688301 7.63% 1.310%
80 14.732 2115 2118 2124 rVB2 124713 209316 2.32% 0.398%
81 14.940 2148 2152 2156 rVV2 138246 227115 2.52% 0.432%
82 15.056 2164 2171 2176 rBV4 119956 250974 2.78% 0.478%
83 15.232 2191 2200 2206 rBV 318460 619136 6.86% 1.179%
84 15.342 2213 2218 2223 rBV3 100092 175746  1.95% ©.335%
85 15.427 2230 2232 2241 rVB4 57822 114255 1.27% 0.217%
86 15.525 2241 2248 2254 rBV 111872 246822 2.73% 0.470%
87 15.690 2266 2275 2278 rBV4 61101 168222 1.86% ©0.320%
88 15.885 2302 2307 2313 rVB6 52696 108900 1.21% 0.207%
89 16.287 2367 2373 2384 rVB 316011 624666 6.92% 1.189%
990 16.482 2399 2405 2419 rVB 123515 290615 3.22% 0.553%

Sum of corrected areas: 52531921
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14722.D

Acqg On : 20 Jul 2023 15:41

Operator : SY/MD

Sample : 03664-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL AUD-1021-1020-COMP

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071323S.M
Quant Title : SW846 8260

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

Abundance TIC: VY014722.D\data.ms

3500000 3.942

3000000
2500000
2000000
1500000

1000000
5.740
500000

4.87418
2216381 4554 710 6.697

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: VY014722.D\data.ms
3500000 10. f39

3000000

2500000

2000000

1500000

1000000 1017

7.770 7.996 8.548:685

500000
7.718.868/| 8.1 9. 6]9.746 10.
L5838 7;26% /\ | || oadgee  OFFog6me9) 0autames vog Tkt

. RS PANIYA B AN S A
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 1050 11.00

Abundance TIC: VY014722.D\data.ms
3500000

3000000
2500000
2000000
1500000

1000000

12.026 12.417

s AR

16.287
3713%[ 73:14 9656 /5\5?& /ﬁf’ egms 885 16.482
0= [ T T T T

T ‘ T T
Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 15.50 16,00 1650

500000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14722.D

Acqg On : 20 Jul 2023 15:41

Operator : SY/MD

Sample : 03664-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL AUD-1021-1020-COMP

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071323S.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 2-Butene, 2,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.874 35.97 ug/l 1193500  Pentafluorobenzene 7.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 91
2 2-Pentene, 4-methyl-, (E)- 84 C6H12 000674-76-0 91
3 1-Butene, 2,3-dimethyl- 84 C6H12 000563-78-0 90
4 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 86
5 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 86

Abundance Scan 501 (4.874 min): VY014722.D\data.ms (-485) (-) m/z 69.10 100.00%

69.1
41.1
5000

‘ 4.60 4.80 5.00 5.20
el 2088 sz 4110 77.26%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1693: 2-Butene, 2,3-dimethyl-
41.0 69.0

5000 e
4.60 4.80 5.00 5.20

m/z 84.05 35.34%

\\\‘\‘i‘\\\\“\“1‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1705: 2-Pentene, 4-methyl-, (E)-
41.0
69.0

4.60 4.80 5.00 5.20

o

o

5000 ITI z 39.05 23.88%
0“‘_M‘“Wuﬂ‘Mm"w"_“w“u“u“u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1685: 1-Butene, 2,3-dimethyl-
41.0 69.0 4.60 4.80 5.00 5.20

m/z 55.05 9.82%

5000 j&
0150\\ Al A

m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\

Data File : VY@14722.D

Acqg On : 20 Jul 2023 15:41

Operator : SY/MD

Sample : 03664-01 :
Misc : 5.02g/5.0mL/MSVOA_Y/SOIL AUD-1021-1020-COMP
ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071323S.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 2-Ethyl-oxetane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
5.740  67.02 ug/1 2223650  Pentafluorobenzene 7.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 90
2 n-Hexane 86 C6H14 000110-54-3 87
3 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 40
4 Hydroperoxide, hexyl 118 C6H1402 004312-76-9 38
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 38
Abundance Scan 643 (5.740 min): VY014722.D\data.ms (-628) (-) m/z 57.10 100.00%
57.1
5000 /\
86.1 e AREARaEEE
‘ 5.40 5.60 5.80 6.00
obr el b 20T nyz 41,05 70.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1948: 2-Ethyl-oxetane
57.0
5000 L L R L L R
5.40 5.60 5.80 6.00
29.0 86.0 m/z 43.05 61.64%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2041: n-Hexane
57.0
R EABREaRsEmassmE
5.40 5.60 5.80 6.00
5000 m/z 56.10 49.06%
86.0
o"w"H‘H‘“_‘M‘wu‘_“W‘H“H‘w“u‘u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14597: Pentane, 2,2,3,4-tetramethyl-
57.0 5.40 5.60 5.80 6.00
m/z 42.10 32.33%
5000
29.0 85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14722.D

Acqg On : 20 Jul 2023 15:41

Operator : SY/MD

Sample : 03664-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL AUD-1021-1020-COMP

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071323S.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 Hexane, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.996 37.52 ug/l 1244850  Pentafluorobenzene 7.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
5 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 53
Abundance Scan 1013 (7.996 min): VY014722.D\data.ms (-1003) (-) m/z 43.10 100.00%
3.1
71.1
5000
“ ‘ 100.1 7.60 7.80 8.00 8.20 8.40
] N M A — R Y I 2 DT B TP =1
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4468: Hexane, 3-methyl-
43.0
5000 70.0
7.60 7.80 8.00 8.20 8.40
m/z 70.05 59.41%
0 15.0 I m‘ | \109'0
\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4464: Heptane
43.0
7.60 7.80 8.00 8.20 8.40
5000 71.0 m/z 41.05 55.00%
‘ ‘ 100.0
0 w“u‘m‘wh‘ﬂquxw“Hlu‘w“u‘u‘w“u‘u‘w“u
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8634: Heptane, 4-methyl-
43.0 7.60 7.80 8.00 8.20 8.40
m/z 57.10 54.23%
71.0
5000
)0 | | o
e e e e e e e e R e R
m/z--> 0 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14722.D

Acqg On : 20 Jul 2023 15:41

Operator : SY/MD

Sample : 03664-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

AUD-1021-1020-COMP

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071323S.M
: SW846 8260

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 Heptane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.545 45.15 ug/l 832406 1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 90
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 47
3 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 38
4 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 38
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38
Abundance Scan 1103 (8.545 min): VY014722.D\data.ms (-1093) (-) m/z 43.10 100.00%
43.1
71.1
5000
100.1
H | 8.20 8.40 8.60 8.80
obr el e b 20T nyz 41,10 56.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4464: Heptane
43.0
5000 71.0
8.20 8.40 8.60 8.80
‘ ‘ 100.0 m/z 71.10 53.74%
0 \\\‘\”H\“1\\‘\“\\1\‘\\H1H\\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2047: Pentane, 2-methyl-
43.0 /\4\
T
8.20 8.40 8.60 8.80
m/z 57.10 47.34%
5000 710 /
L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4091: Acetaldehyde, propylhydrazone
71.0 8.20 8.40 8.60 8.80
300 m/z 56.10 27.42%
5000
100.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\

Data File : VY@14722.D

Acqg On : 20 Jul 2023 15:41

Operator : SY/MD

Sample : 03664-01 :
Misc : 5.02g/5.0mL/MSVOA_Y/SOIL AUD-1021-1020-COMP
ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071323S.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 5 Pentanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.258 25.84 ug/l 476389  1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 78
2 Butanal, 3-methyl- 86 C5H100 000590-86-3 64
3 Cyclopropyl carbinol 72 C4H80 002516-33-8 33
4 Silacyclobutane 72 C3H8Si 1000434-34-1 33
5 Glutaraldehyde 100 C5H802 000111-30-8 9

Abundance Scan 1220 (9.258 min): VY014722.D\data.ms (-1213) (-) 44.00 100.00%

44.0

m/z

S

5000
AR AN AR
‘ g5.1 9.00 9.20 9.40 9.60
ol 11412072 /7 a1.05 48.12%
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #1916: Pentanal

=

9.00 9.20 9.40 9.60
m/z 58.00 40.54%

44.0
5000
| 710
O' \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
20 40

m/z--> 60 80 100 120 140 160 180 200
Abundance #1962: Butanal, 3-methyl-

44.0
AR R MR
9.00 9.20 9.40 9.60
5000 m/z 57.05 33.07%
71.0
0’

=

mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #790: Cyclopropyl! carbinol
44.0 9.00 9.20 9.40 9.60
m/z 43.05 28.67%
- Mf
o B N R v,
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14722.D

Acqg On : 20 Jul 2023 15:41

Operator : SY/MD

Sample : 03664-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL AUD-1021-1020-COMP

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071323S.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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.525 101.44 ug/1 1508320 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
3 Pentadecafluorooctanoic acid, 2-... 526 C16H17F1502 1000406-80-9 59
4 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 50

5 Trichloroacetic acid, 2-ethylhex... 274 C10H17C1302 016397-79-8 45

Abundance Scan 1920 (13.525 min): VY014722.D\data.ms (-1915) (- m/z 57.10 100.00%
57.1
U \
-
ol AL [ 1872 2080 nz 4110 36.69%
m/z--> 50 100 150 200 250 300 350
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
5000 s :
13.50
m/z 43.10 28.63%
‘ ‘98.0
O\\h‘\‘\"\‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #15693: 2-Propyl-1-pentano
57.0
T 1 \
13.50
5000 ITI/Z 55.10 27.23%
980
01‘54““
m/z--> 50 100 150 200 250 300 350
Abundance #341435: Pentadecafluorooctanoic acid, 2-ethylhexy! est — ‘
57.0 13.50
m/z 70.10 24.76%
5000
112.0
ol M \‘ 169.0 219.0 369.
= e =
m/z--> 50 100 150 200 250 300 350 13.50

82Y071323S.M Fri Jul 21 15:43:11 2023 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14722.D

Acqg On : 20 Jul 2023 15:41

Operator : SY/MD

Sample : 03664-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL AUD-1021-1020-COMP

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071323S.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 7 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.970  31.11 ug/1l 462540  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95

Abundance Scan 1993 (13.970 min): VY014722.D\data.ms (-1988) (- m/z 119.10 100.00%
119.1
5000
9.0 77.0 ‘ 14.00
ol h L L 11981 19112230 267.0 ;934 95 28.28%
miz--> 0 50 100 150 200 250
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 /\/\AA T T T T T
14.00
m/z 91.05 16.20%
3.0 77.0|
O’\\‘\‘\“‘\‘\‘”\\“”\M‘\H\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
—1
14.00
5000 m/z 120.10 9.61%
39.0 77.0
)L A N R ——
miz—-> 0 50 100 150 200 250 k M
Abundance #16997: o-Cymene . ‘ ‘/\ =
119.0 14.00
m/z 105.00 9.25%
5000
41.0 77.0
bt e NASA
m/z--> 0 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14722.D

Acqg On : 20 Jul 2023 15:41

Operator : SY/MD

Sample : 03664-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL AUD-1021-1020-COMP

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071323S.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 o-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.294  26.37 ug/1 392134  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91
Abundance Scan 2046 (14.293 min): VY014722.D\data.ms (-2043) (- m/z 119.10 100.00%
119.1
5000
91.0
14.00 14.50
39.1  65.0
o T N W L e M 18011671 7 134,05 44.36%
miz--> 20 40 60 80 100 120 140 160
Abundance #16997: 0-Cymene
119.0
5000 L B e s e J\
14.00 14.50
91.0 m/z 91.00 14.79%
410 5.0 4
0 ‘\‘\ T “\“ \‘\ \H“\‘\ T \‘”‘ T ‘W\ \‘iw T \1\‘\6‘0\ L B
miz--> 20 40 60 80 100 120 140 160
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl-
119.0
—— —
14.00 14.50
5000 m/z 120.10 9.08%
91.0
39.0  65.0
VR i S TN . N
m/z--> 20 40 60 80 100 120 140 160 NAJ\AJ
Abundance #17065: Benzene, 1,2,3,5-tetramethyl- ‘ ‘/\ P
119.0 14.00 14.50
m/z 117.10 8.93%
5000
65.0
O ““‘ VRN MBI “‘ M- ‘1‘@.‘0‘ S
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14722.D

Acqg On : 20 Jul 2023 15:41

Operator : SY/MD

Sample : 03664-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL AUD-1021-1020-COMP

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071323S.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.684 46.29 ug/l 688301 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87

Abundance Scan 2110 (14.684 min): VY014722.D\data.ms (-2103) (| | m/z 117.10 100.00%
117.1

=

5000
91.0
39.0 65.0 Lﬂ‘ 14.50 15.00
0 “w“‘JWH%MVWwHMuuLMwM‘ ‘wwM}§%9%§%?““ m/z 132.05  36.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 —p L T
14.50 15.00

91.0
m/z 115.10  29.30%

51.0
270" ‘
\\\‘\‘\\\“i‘\\‘U\““H\\h{‘h‘\\‘}\“H‘\\\‘\f\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16106: 3-Phenylbut-1-ene
117.0

P
14.50 15.00

n
\‘J

o

5000 m/z 131.05 18.09%
91.0
390 450 ‘ ”
0 \\\‘\‘\\\“\\““\‘H‘\\1““\\”\“M\\H‘\\“\‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 14.50 15.00

m/z 91.00 15.71%

5000
91.0
27.0 | 5:,‘.\‘(\) Il | \‘ 1 H I

Ol et b e e LA —
miz--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14722.D

Acqg On : 20 Jul 2023 15:41

Operator : SY/MD

Sample : 03664-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL AUD-1021-1020-COMP

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071323S.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 Naphthalene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.287 42.01 ug/l 624666 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 50

Abundance Scan 2373 (16.287 min): VY014722.D\data.ms (-2367) (- m/z 142.05 100.00%

142.1
5000

63.0 1130 ) 1600 1650
Ot O M, 177.0207.2 2811 y/o 141 05 87.65%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000
1600 1650

m/z 115.00  35.25%

39.0 710, 11l0 I
’\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0

o

16 00 16 50
5000 m/z 143.05 11.69%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 16 00 16 50

m/z 139.00  11.54%

5000
63.0 A
0 27. 0\ \‘\ Lu, o 1 0 H ‘

m/z--> 20 40 60 80 100120140160180200220240260280 1600 1650
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14722.D

Acqg On : 20 Jul 2023 15:41

Operator : SY/MD

Sample : 03664-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL AUD-1021-1020-COMP

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071323S.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|
2-Butene, 2,3-d... 4.874 36.0 ug/l 1193500 1 7.789 1659030 50.0
2-Ethyl-oxetane 5.740 67.0 ug/l 2223650 1 7.789 1659030 50.0
Hexane, 3-methyl- 7.996 37.5 wug/l 1244850 1 7.789 1659030 50.0
Heptane 8.545 45.1 ug/1 832406 2 8.685 921872 50.0
Pentanal 9.258 25.8 ug/l 476389 2 8.685 921872 150.0
1-Hexanol, 2-et... 13.525 101.4 ug/l 1508320 4 13.422 743458 50.0
Benzene, 2-ethy... 13.970 31.1 ug/l 462540 4 13.422 743458 50.0
o-Cymene 14.294 26.4 ug/l 392134 4 13.422 743458 50.0
Benzene, 2-ethe... 14.684 46.3 ug/l 688301 4 13.422 743458 50.0
Naphthalene, 2-... 16.287 42.0 ug/l 624666 4 13.422 743458 50.0
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