LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042623\
Data File : VY@13465.D

Acqg On : 26 Apr 2023 11:59
Operator : KP/MD

Sample : 02386-02

Misc : 3.91g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 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\82Y042423S.M
Title : SW846 8260
Signal : TIC: VY@13465.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 7.771 969 976 986 rVB4 595593 1840298 1.21% 0.194%
2 8.002 1003 1014 1028 rBV 618771 1532034 1.01% 0.162%
3 8.161 1028 1040 1050 rVB 1004505 2443792 1.61% 0.258%
4 8.545 1094 1103 1118 rBV 1455323 2818946 1.86% ©0.298%
5 9.185 1194 1208 1214 rBV 1938540 4312355 2.84% 0.456%
6 9.819 1306 1312 1316 rBV 1768992 3194918 2.11% 0.338%
7 9.959 1324 1335 1347 rVB 1641170 3684016 2.43% 0.389%
8 10.179 1364 1371 1375 rBV 2251812 4297071 2.83% 0.454%
9 10.240 1375 1381 1388 rVB2 2271497 4861455 3.20% 0.514%
10 10.368 1394 1402 1409 rVB 3497042 6285044 4.14% 0.664%

11 10.520 1417 1427 1436 rVB 967740 1965683
12 10.800 1464 1473 1479 rBV 1121997 1877565
13 10.904 1479 1490 1497 rBV 1018643 2121664
14 11.e38 1507 1512 1516 rVV 1625628 2673066

.40%
.76%

RPRRBRLPR
[CRCECECE ]
N
N
A
xR

15 11.093 1516 1521 1526 rVB 1123101 1934505 .27% 204%
16 11.209 1534 1540 1543 rBV 973003 1654324 1.09% 0.175%
17 11.282 1543 1552 1563 rVB4 3476107 8009794 5.28% 0.846%

18 11.380 1563 1568 1579 rBV 2426814 4256862 2.80% ©.450%
19 11.514 1579 1590 1596 rBV 11951303 20079553 13.23% 2.121%
20 11.593 1596 1603 1613 rVV2 40116536 62080076 40.90% 6.559%

21 11.703 1613 1621 1631 rVV3 76872266 151766747 100.00% 16.034%
22 11.782 1631 1634 1639 rVB 1327826 2030143 1.34% 0.214%
23 11.934 1655 1659 1663 rVB3 1196191 1844443 1.22% 0.195%
24 12.032 1663 1675 1682 rBV 25623231 45335640 29.87% 4.790%
25 12.123 1686 1690 1694 rVB 3807209 5236635 3.45% ©.553%

26 12.203 1694 1703 1706 rBV4 2623657 5723587 3.77% ©.605%
27 12.245 1706 1710 1715 rVB4 3514187 6337620 4.18% 0.670%
28 12.331 1719 1724 1728 rBV2 4757430 7896186 5.20% ©.834%
29 12.386 1728 1733 1735 rVV4 1329778 2584983 1.70% 0.273%
30 12.416 1735 1738 1740 rVV 3485843 4526876 2.98% 0.478%
31 12.440 1740 1742 1752 rVB2 4305768 7928417 5.22% ©.838%
32 12.526 1752 1756 1760 rBV 3801113 4555476 3.00% 0.481%

33 12.672 1769 1780 1784 rVB2 6244665 15477617 10.20% 1.635%

34 12.739 1784 1791 1794 rBV 20291983 32777139 21.60%  3.463%
35 12.770 1794 1796 1798 rVV 4331556 4649255 3.06% ©.491%
36 12.812 1798 1803 1809 rVB2 39325097 55975671 36.88% 5.914%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042623\
Data File : VY@13465.D

Acqg On : 26 Apr 2023 11:59
Operator : KP/MD

Sample : 02386-02

Misc : 3.91g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 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\82Y042423S.M
Title : SW846 8260

37 12.861 1809 1811 1815 rVB2 2106629 2594096 1.71% 0.274%
38 12.971 1822 1829 1833 rBV 8152281 16234485 10.70% 1.715%
39 13.044 1837 1841 1844 rBV 9037843 11485287 7.57% 1.213%
40 13.123 1849 1854 1859 rVV 48151905 67706676 44.61% 7.153%

41 13.172 1859 1862 1867 rVV 3093917 4673696 3.08% 0.494%
42 13.233 1867 1872 1878 rVV4 3362133 8998597 5.93% 0.951%
43 13.288 1878 1881 1883 rVV 4675243 7002363 4.61% 0.740%
44 13.318 1883 1886 1890 rVV3 7682222 12840753 8.46% 1.357%
45 13.367 1890 1894 1897 rVV3 11478521 16905736 11.14% 1.786%

46 13.398 1897 1899 1902 rVV 4101877 5443504 3.59% 0©.575%
47 13.452 1902 1908 1914 rVV4 26696969 57032556 37.58% 6.026%
48 13.501 1914 1916 1923 rVB2 7024854 9146230 6.03% 0.966%
49 13.593 1923 1931 1933 rBV2 2719647 5131024  3.38% 0.542%
50 13.623 1933 1936 1940 rVV2 7524183 11946187 7.87% 1.262%

51 13.666 1940 1943 1951 rVV3 7254915 13002848 8.57% 1.374%
52 13.751 1951 1957 1962 rVV2 35003898 57563019 37.93% 6.082%
53 13.824 1966 1969 1973 rVV 2716473 4049343 2.67% 0.428%

54 13.885 1975 1979 1981 rVV 4139300 6358969 4.19% 0.672%
55 13.916 1981 1984 1989 rVV 6285472 9263969 6.10% ©.979%
56 13.971 1989 1993 1997 rVV 8324519 11145198 7.34% 1.178%
57 14.013 1997 2000 2005 rVB2 2554190 4213870 2.78%  ©.445%
58 14.080 2005 2011 2016 rVB 7946010 12001140 7.91% 1.268%
59 14.147 2016 2022 2027 rBV5 1649014 4317910 2.85% 0.456%
60 14.214 2027 2033 2036 rBV2 2477126 5004891 3.30% ©0.529%
61 14.294 2043 2046 2050 rVV2 2135089 2583395 1.70% ©.273%
62 14.336 2050 2053 2057 rVB 6496482 8791179 5.79% 0.929%
63 14.379 2057 2060 2064 rBV3 3997329 5934226 3.91% 0.627%
64 14.422 2064 2067 2071 rVB 2048830 2586143 1.70% ©.273%
65 14.568 2087 2091 2094 rBV 1668713 2741430 1.81% ©.290%
66 14.611 2094 2098 2103 rVB 6524201 8419940 5.55% ©.890%
67 14.672 2103 2108 2114 rBV2 5409482 11580556 7.63%  1.224%
68 14.733 2114 2118 2124 rVB3 3154730 5300408 3.49% ©.560%
69 14.836 2124 2135 2139 rBV 3311735 6049667 3.99% 0.639%
70 14.946 2148 2153 2157 rBV2 2141622 3742030 2.47%  0.395%
71 15.007 2159 2163 2167 rVV 3113379 5155255 3.40%  ©.545%
72 15.050 2167 2170 2175 rVB3 1050982 1632007 1.e8% 0.172%
73 15.239 2190 2201 2212 rBV2 4951258 12579701 8.29%  1.329%
74 15.434 2228 2233 2241 rVB2 1622540 3081218 2.03% 0.326%
75 16.287 2367 2373 2382 rVB 1767314 3482491 2.29% ©.368%

76 16.488 2399 2406 2418 rVB 937373 2218690 1.46% 0.234%

82Y042423S.M Thu Apr 27 15:45:57 2023 Page: 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042623\
Data File : VY@13465.D

Acqg On : 26 Apr 2023 11:59
Operator : KP/MD

Sample : 02386-02

Misc : 3.91g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 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\82Y042423S.M
Title : SW846 8260

Sum of corrected areas: 946510139

82Y042423S.M Thu Apr 27 15:45:57 2023 Page: 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042623\

: VYO13465.D

: 26 Apr 2023 11:59

: KP/MD

: 02386-02

: 3.91g/5.0mL/MSVOA_Y/SOIL
: 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

7e+07

6e+07

5e+07

4e+07

3e+07

2e+07

1le+07

TIC: VY013465.D\data.ms

0
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

7e+07

6e+07

5e+07

4e+07

3e+07

2e+07

1le+07

TIC: VY013465.D\data.ms
11.{\703

11.593

115

v

9.185 819950100753 350
7771 8.008.161 854 9.819.95010.0240 748 520 10 s0BOUIRFS!

0
Time-->

Ty L — — = T T

T T T T T T T [ | T T | T T T T
9.50 10.00 10.50 11.00 11.50

T
7.00 7.50 8.00 8.50 9.00

Abundance

7e+07

6e+07

5e+07

4e+07

3e+07

2e+07

1le+07

TIC: VY013465.D\data.ms

13.123

16.2816.488

1
T T Y

T T I T T f
13.50 14.00 14.50 15.00 15.50 16.00 16.50

T ‘ T
13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@42623\
Data File : VY@13465.D

Acqg On : 26 Apr 2023 11:59

Operator : KP/MD

Sample : 02386-02

Misc : 3.91g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 Hexane, 3-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.002 41.62 ug/l 1532030  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 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 53
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 53
Abundance Scan 1014 (8.002 min): VY013465.D\data.ms (-1003) (-) m/z 43.10 100.00%
3.1
71.1
57.0
5000
M | 85.1 100.1 7.60 7.80 8.00 8.20 8.40
Ol v e el et b m/z 71.10  62.08%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4471: Hexane, 3-methyl-
43.0
5000 290 57.0 71.0
: 7.60 7.80 8.00 8.20 8.40
m/z 41.10 56.61%
oL 10 150 “ L] 85.0 100.0
H\‘HH’HH‘HH‘\H\i\}H‘\‘HH\H\HH\‘HH‘HHiHH‘\\H’H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4464: Heptane
43.0
7.60 7.80 8.00 8.20 8.40
5000 57.0 710 m/z 70.85  55.00%
29.0 100.0
o 850
Ol e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8634: Heptane, 4-methyl-
43.0 7.60 7.80 8.00 8.20 8.40
m/z 57.05 54.98%
71.0
5000
29.0
57.0
10150 | 830 690 1140
P e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 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\VY042623\
Data File : VY@13465.D

Acqg On : 26 Apr 2023 11:59
Operator : KP/MD

Sample : 02386-02

Misc : 3.91g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 Heptane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.545 50.00 ug/l 2818950 1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 94
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 47
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 43
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 40
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 38
Abundance Scan 1103 (8.545 min): VY013465.D\data.ms (-1094) (-) m/z 43.10 100.00%
43.1
71.1
5000
100.1 \‘\\\\‘\\\\‘\\\\’\\\\‘\
‘ ‘ ‘ 8.20 8.40 8.60 8.80
ol e 288 m/z 41,10 63.17%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4462: Heptane
43.0
5000 710 L LALEL L N B BN I
8.20 8.40 8.60 8.80
m/z 71.10 58.26%
1000
150 || |
O \‘\\\‘\‘\‘\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2045: Pentane, 2-methyl-
43.0
A
8.20 8.40 8.60 8.80
5000 71.0 m/z 57.10 53.36%
ol 150
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4465: Hexane, 3-methyl-
43.0 8.20 8.40 8.60 8.80
m/z 56.10 32.01%
71.0
5000
0 15-0\‘ L L 2000 i
e A e e e e e e  BRREREE S S
m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

82Y042423S.M Thu Apr 27 15:46:02 2023 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042623\
Data File : VY@13465.D

Acqg On : 26 Apr 2023 11:59
Operator : KP/MD

Sample : 02386-02

Misc : 3.91g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 Heptane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.819 56.67 ug/l 3194920 1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 95
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 87
3 Nonane, 4-methyl- 142 C1eH22 017301-94-9 43
4 Octane, 2,5-dimethyl- 142 C1eH22 015869-89-3 40
5 Butane, 1-chloro-3-methyl- 106 C5H11C1 000107-84-6 40
Abundance Scan 1312 (9.819 min): VY013465.D\data.ms (-1306) (-) m/z 43.10 100.00%
70.1 991 — ]
‘ M 9.50 10.00
0L el _mw“““““““‘1‘5‘99“”‘ m/z 57.10 91.78%
m/z--> 20 40 100 120 140 160
Abundance #8632. Heptane, 2-methyl-
43.0
5000
9.50 10.00
m/z 41.10 50.91%
H 70.0 99.0
O\\1\5‘\-0‘\}\\‘i}\\‘”‘\\“\\‘\\\\“\\\‘\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #8641: Hexane, 2,5-dimethyl-
57.0
9.50 10.00
m/z 42.10 43.79%
5000 99.0 /
39
o250 L Lo L
m/z--> 20 40 60 80 100 120 140 160
Abundance #22083: Nonane, 4-methyl-
57.0 9.50 10.00
m/z 70.10  22.63%
5000
29.0 98.0
e TR0 2920
m/z--> 20 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042623\
Data File : VY@13465.D

Acqg On : 26 Apr 2023 11:59
Operator : KP/MD

Sample : 02386-02

Misc : 3.91g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 Heptane, 3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.959 65.34 ug/l 3684020 1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 94
2 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 53
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 52
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 50
5 Pentanoic acid, butyl ester 158 C9H1802 000591-68-4 47
Abundance Scan 1335 (9.959 min): VY013465.D\data.ms (-1324) (-) m/z 43.10 100.00%
43.
57.1
85.1
5000
10.00
Lol | ee111s2 ;
Ot et e e e m/z 57.10  79.93%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8629: Heptane, 3-methyl-
43.0
57.0
85.0
5000
10.00
29.0 m/z 85.10 66.62%
O h ‘ ‘ ‘ ‘ | ‘ | 7\:\I‘"O | 99'0 11\4'.0
H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14606: Pentane, 3-ethyl-2,4-dimethyl-
43.0
7
10.00
5000 85.0 m/z 41.10 58.09%
57.0
27.0
0 | \‘H L 70 | 990 113.0128.0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8646: Hexane, 2,4-dimethyl-
430 574 10.00
m/z 56.05 50.74%
85.0
5000
29.0 71.0
o250 L Ll L o140
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042623\
Data File : VY@13465.D

Acqg On : 26 Apr 2023 11:59
Operator : KP/MD

Sample : 02386-02

Misc : 3.91g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 Octane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.368 15.65 ug/1l 6285040  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 94
2 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 64
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 59
5 Oxalic acid, diisohexyl ester 258 C14H2604 1010309-32-9 59

Abundance Scan 1402 (10.368 min): VY013465.D\data.ms (-1394) (- m/z 43.10 100.00%
3.1

3

E

5000 85.1
‘ 10.00 10.50
114.2
o‘_mw“_m_‘H,‘HwmwH“1‘99”1_“?9‘7‘%”“_”‘_” m/z 41.10  50.73%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8621: Octane
43.0
5000
85.0 10.00 10.50
m/z 85.10 42.45%
L] o
O\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260

Abundance #284587: Sulfurous acid, hexyl pentadecyl ester
43.0 85.0

=

10.00 10.50
5000 m/z 57.10 39.59%

Ll ‘ m\‘ wh 11301410 18202110 263

E

O ety ‘m‘“m,‘m‘u‘“m‘_m‘mwmw‘wm‘m
mlz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14557: Heptane, 2,4-dimethyl-
43.0 10.00 10.50
m/z 71.05  28.33%
5000
85.0
ol Lp L1 120 DN M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042623\
Data File : VY@13465.D

Acqg On : 26 Apr 2023 11:59
Operator : KP/MD

Sample : 02386-02

Misc : 3.91g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 Octane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.282  19.95 ug/l 8009790  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 62
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 52
3 Ether, hexyl pentyl 172 C11H240 032357-83-8 50
4 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 49
5 Octane 114 C8H18 000111-65-9 47
Abundance Scan 1552 (11.282 min): VY013465.D\data.ms (-1543) (- | m/z 43.10 100.00%
43.1
5000
85.1
ey
11.00 11.50
126.1
Ot b b S 2070 28LY m/z 41.10  46.04%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14530: Octane, 2-methyl-
43.0
5000 Y .
11.00 11.50
85.0 m/z 57.10 43.83%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14555: Heptane, 2,4-dimethyl-
43.0 /Lj\/\
e 5
11.00 11.50
5000 m/z 71.10 36.64%
85.0
ot L a0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #47383: Ether, hexyl pentyl
43.0 11.00 11.50
m/z 85.10 26.88%
5000
85.0
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042623\
Data File : VY@13465.D

Acqg On : 26 Apr 2023 11:59
Operator : KP/MD

Sample : 02386-02

Misc : 3.91g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 1-Methylcyclooctene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.203 14.25 ug/l 5723590 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methylcyclooctene 124 C9H16 000933-11-9 58
2 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 45
3 1H-Indene, octahydro-, trans- 124 C9H16 003296-50-2 43
4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 42
5 3-Octyne, 2-methyl- 124 C9H16 055402-15-8 41

Abundance Scan 1703 (12.203 min): VY013465.D\data.ms (-1694) (- m/z 57.10 100.00%

511 g11
5000

R 7
113.2 12.00 12.50

140.2
o 38 b RS 1892 s 67.10 87.64%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12139: 1-Methylcyclooctene
81.0
5000 410 =~ ——
124.0 12.00 12.50
' m/z 81.10 82.91%
| M‘ ‘ ‘\

0150 2.0, | ‘
T T ’ L ‘ TTTT ‘ T T ‘ TTTT ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #12214: Pentalene, octahydro-2-methyl-

81.0

T 1
12.00 12.50

5000 41.0 m/z 41.10  73.24%
124.0
ol 2. 03.0
A L e
m/z--> 20 40 60 80 100 120 140 160
Abundance #12207: 1H-Indene, octahydro-, trans- R —
67.0 12.00 12.50

m/z 71.10 66.60%

5000 96.0
41.0 124.0
0 14.0 |, “\;‘H‘ ’ “ L‘ \ w‘ ‘

‘ 7
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042623\
Data File : VY@13465.D

Acqg On : 26 Apr 2023 11:59
Operator : KP/MD

Sample : 02386-02

Misc : 3.91g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 Cyclohexane, propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.245 15.78 ug/1 6337620 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 87
2 Cyclohexane, methyl- 98 C7H14 000108-87-2 64
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 59
4 Cyclopentane, 1-ethyl-1-methyl- 112 C8H16 016747-50-5 53
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 52

Abundance Scan 1710 (12.245 min): VY013465.D\data.ms (-1706) (- m/z 83.10 100.00%
3.1

83.
55.1
5000

126.2

H 179.9 267.. ,
Hw‘HwWNwNMWNHhuu_uu_‘uwu‘wu‘_HW‘HW‘HWH“ m/z 55.10  73.51%

m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #13201: Cyclohexane, propyl-
83.0
55.0

o

5000 T —
12.00 12.50
126.0 m/z 41.10  50.22%
27.0 ‘
0‘HMWANJMAMWMWM‘”M“w‘”w””v”www‘wwww‘w””
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #3754 Cyclohexane, methyl-
55.0 830
1500 1550
5000 ITI/Z 82.10 48.22%
§uanis
0‘”\N”V”MW””M‘”W”‘W”W‘”W‘”W”‘W”‘W””\””\””
mlz--> 20 40 60 80 100120140160 180200 220240260
Abundance #7536: Cyclohexane, ethyl- P 3
83.0 12.00 12.50

m/z 57.10  22.36%

55.0
5000
112.0
27.0 ‘
0 H ‘H \\‘ H\ |

T
m/z--> 20 40 60 80 100120140160180 200220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042623\
Data File : VY@13465.D

Acqg On : 26 Apr 2023 11:59
Operator : KP/MD

Sample : 02386-02

Misc : 3.91g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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, 1l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.739  28.74 ug/1 32777100 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 1791 (12.739 min): VY013465.D\data.ms (-1784) (- m/z 105.10 100.00%
105.1
5000 j\
— 5
30.1 77"1 | 12.50 13.00
O ek it ol b L ARE0 1521 2070y 100,10 34.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 T T /\\M T /\ T
12.50 13.00
m/z 91.1 14.44%
39.0 77.0
O\‘\‘\\\“\\“\\“\‘\\\““\\‘\\‘\‘\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
T
12. 50 13 00
5000 m/z . 14.35%
39.0 77.0
o T R ) P A —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10695: Mesitylene
105.0 12.50 13.00
m/z 106.0 10.08%
5000
39.0 77.0 M
owm“‘wuwuMH‘H_‘H“‘HHWHWHWHWH A
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042623\
Data File : VY@13465.D

Acqg On : 26 Apr 2023 11:59
Operator : KP/MD

Sample : 02386-02

Misc : 3.91g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.971 14.23 ug/1 16234500 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1829 (12.971 min): VY013465.D\data.ms (-1822) (- m/z 105.10 100.00%
105.1
5000 j\ /\
4
39.1 571 77"1 | 1272 13.00
O it bW 3272 1862 7 120,10 30.91%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 M A f
13.00
m/z 77.10 13.03%
77.0
0 \1\5\.0‘\‘\ \3\9“.(\)\‘\5\9‘.9\ T \M‘ T \‘1 T ‘H‘\ \‘\H“\ LI L
miz--> 20 40 60 80 100 120 140 160
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
13.00
5000 m/z 91.10 12.94%
79.0
39.0 “ ‘
S YN | S S Y WN—
m/z--> 20 40 60 80 100 120 140 160
Abundance #10694: Mesitylene
105.0 13.00
m/z 103.05 9.36%
5000
77.0
39.0
olis0  CTT S0 Ll aeso
m/z--> 20 40 60 80 100 120 140 160 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042623\
Data File : VY013465.D

Acqg On : 26 Apr 2023 11:59
Operator : KP/MD

Sample : 02386-02

Misc : 3.91g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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|
Hexane, 3-methyl- 8.002 41.6 ug/l 1532030 1 7.789 1840300 50.0
Heptane 8.545 50.0 ug/l 2818950 2 8.691 2818950 50.0
Heptane, 2-methyl- 9.819 56.7 ug/l 3194920 2 8.691 2818950 50.0
Heptane, 3-methyl- 9.959 65.3 ug/l 3684020 2 8.691 2818950 50.0
Octane 10.368 15.7 ug/l 6285040 3 11.489 20079600 50.0
Octane, 2-methyl- 11.282 19.9 ug/l 8009790 3 11.489 20079600 50.0
1-Methylcyclooc... 12.203 14.3 wug/l 5723590 3 11.489 20079600 50.0
Cyclohexane, pr... 12.245 15.8 ug/l 6337620 3 11.489 20079600 50.0
Benzene, 1l-ethy... 12.739 28.7 ug/l 32777100 4 13.428 57032600 50.0
Benzene, 1l-ethy... 12.971 14.2 ug/l 16234500 4 13.428 57032600 50.0
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