LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14727.D

Acqg On : 20 Jul 2023 17:39
Operator : SY/MD

Sample : 03681-02

Misc : 4.97g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 19 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: VYQ14727.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.113 43 48 51 rBVS 2201 4666 1.21% 0.120%
2 3.064 202 204 211 rVBS 2081 4247 1.10% 0.109%
3 3.942 340 348 359 rBV2 15865 42786 11.08% 1.103%
4 4,192 382 389 401 rBV3 4752 14651 3.80% 0.378%
5 4.710 464 474 480 rBV6 3257 10659 2.76% 0.275%
6 4.802 482 489 499 rVB2 2873 8984 2.33% 0.232%
7 6.972 834 845 866 rBV 36376 115122 29.82% 2.967%
8 7.716 958 967 972 rBV 50517 120203 31.14% 3.098%
9 7.789 972 979 987 rVV 104455 240078 62.19% 6.188%
10 7.868 987 992 1000 rVB 8249 19288 5.00% 0.497%
11  7.996 1006 1013 1021 rBVS 1599 4186 1.08% 0.108%
12 8.136 1026 1036 1045 rVvV 43423 96547 25.01% 2.488%
13 8.319 1059 1066 1077 rVB 21892 53162 13.77% 1.370%
14 8.685 1118 1126 1137 rBV 147222 291105 75.41% 7.503%
15 9.185 1196 1208 1213 rBV5S 6222 17326 4.49% 0.447%
16 9.240 1213 1217 1224 rVWV4 4315 8478 2.20% 0.219%
17  9.319 1225 1230 1236 rVVv2 2154 3885 1.01% 0.100%
18 9.612 1271 1278 1286 rBV 30188 59758 15.48% 1.540%
19 9.746 1290 1300 1307 rBV2 38916 84193 21.81% 2.170%
20 9.959 1326 1335 1338 rBv4 2926 7918 2.05% 0.204%
21 10.112 1354 1360 1364 rBV 9914 17861 4.63% 0.460%
22 10.179 1364 1371 1379 rVV 218766 386016 100.00% 9.949%
23 10.240 1379 1381 1386 rVB5 2692 4063 1.05% 0.105%
24 10.368 1394 1402 1408 rVBS8 2814 6927 1.79% 0.179%
25 10.581 1431 1437 1440 rBV2 4739 9635 2.50% 0.248%
26 10.709 1453 1458 1463 rBV5 2371 4235 1.10% 0.109%
27 11.276 1543 1551 1558 rBV5S 5047 12055 3.12% 0.311%
28 11.380 1562 1568 1572 rBV3 4363 8153 2.11% 0.210%
29 11.489 1577 1586 1593 rBV 192254 322517 83.55% 8.312%
30 11.556 1595 1597 1602 rVB2 4548 6172 1.60% 0.159%
31 11.703 1611 1621 1623 rBvV8 3522 9561 2.48% 0.246%
32 11.739 1624 1627 1631 rVWVv2 7569 12552 3.25% 0.324%
33 11.934 1655 1659 1663 rvvs 4215 6586 1.71% 0.170%
34 12.123 1684 1690 1693 rVB4 3652 6734 1.74% 0.174%
35 12.197 1698 1702 1706 rBV6 2283 4139 1.07% 0.107%

36 12.483 1739 1749 1758 rVB3 158051 320011 82.90%  8.248%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14727.D

Acqg On : 20 Jul 2023 17:39
Operator : SY/MD

Sample : 03681-02

Misc : 4.97g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 19 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 12.562 1758 1762 1767 rVB7 3062 5564 1.44% 0.143%
38 12.623 1768 1772 1777 rBV 8985 17461 4.52% 0.450%
39 12.666 1777 1779 1783 rVB2 6814 8922 2.31% 0.230%
40 12.733 1783 1790 1793 rBV7 3116 5957 1.54% 0.154%
41 12.806 1797 1802 1804 rBV5 7648 11856 3.07% 0.306%
42 12.971 1822 1829 1832 rBV6 5239 10397 2.69% 0.268%
43 13.068 1837 1845 1849 rVWV 16383 30795 7.98% 0.794%
44 13.123 1850 1854 1857 rVB3 3935 5934 1.54% 0.153%
45 13.172 1858 1862 1867 rVB 10660 15329 3.97% 0.395%
46 13.282 1868 1880 1885 rBV 37087 72742 18.84% 1.875%
47 13.422 1895 1903 1908 rVV 168943 279030 72.28% 7.192%
48 13.477 1908 1912 1923 rVB2 42274 106014 27.46% 2.732%
49 13.587 1926 1930 1932 rBvV3 8217 10563 2.74% 0.272%
50 13.635 1932 1938 1946 rVB4 21069 47025 12.18% 1.212%
51 13.751 1953 1957 1960 rBV5 7057 11899 3.08% 0.307%
52 13.824 1965 1969 1974 rVB2 11423 19025 4.93% 0.490%
53 13.965 1987 1992 2000 rBV4 42532 74833 19.39% 1.929%
54 14.074 2006 2010 2016 rBV 23640 37696 9.77% 0.972%
55 14.239 2035 2037 2039 rvv2 4719 6095 1.58% 0.157%
56 14.294 2042 2046 2052 rVV 22326 42780 11.08% 1.103%
57 14.379 2055 2060 2071 rVB5 27473 62268 16.13% 1.605%
58 14.519 2079 2083 2086 rBV4 7950 10384 2.69% 0.268%
59 14.562 2086 2090 2095 rVv2 26046 43046 11.15% 1.109%
60 14.611 2095 2098 2102 rVB3 12445 16358 4.24% 0.422%
61 14.684 2103 2110 2115 rBV2 47859 93900 24.33% 2.420%
62 14.733 2115 2118 2125 rVB3 13539 24105 6.24% 0.621%
63 14.830 2131 2134 2138 rVB3 5987 8103 2.10% 0.209%
64 14.903 2142 2146 2147 rBV2 8025 9728 2.52% 0.251%
65 14.940 2148 2152 2156 rVV3 25488 45862 11.88% 1.182%
66 14.983 2156 2159 2163 rVv2 12782 20743 5.37% 0.535%
67 15.056 2165 2171 2179 rVB2 26700 57916 15.00%  1.493%
68 15.233 2192 2200 2206 rVB 32395 68747 17.81% 1.772%
69 15.294 2206 2210 2213 rBVS5S 4673 6884 1.78% 0.177%
70 15.348 2213 2219 2223 rBV6 13129 26935 6.98% 0.694%
71 15.391 2223 2226 2230 rVB4 8653 13370 3.46% 0.345%
72 15.525 2241 2248 2255 rBV 17973 40146 10.40% 1.035%
73 15.598 2255 2260 2265 rVB3 6120 9999 2.59% 0.258%
74 15.684 2266 2274 2278 rBV6 11191 27233 7.05% 0.702%
75 15.818 2290 2296 2300 rBV9 4499 8401 2.18% 0.217%
76 15.885 2300 2307 2319 rVB6 11031 31880 8.26% 0.822%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14727.D

Acqg On : 20 Jul 2023 17:39
Operator : SY/MD

Sample : 03681-02

Misc : 4.97g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 19 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 16.025 2325 2330 2335 rVB8 3700 8017 2.08% 0.207%

78 16.220 2355 2362 2363 rBV7 2180 4563 1.18% 0.118%

79 16.287 2367 2373 2384 rVB 22670 48408 12.54% 1.248%

80 16.489 2399 2406 2415 rVB 12978 28587 7.41% 0.737%
Sum of corrected areas: 3879959

82Y071323S.M Fri Jul 21 15:45:49 2023 Page: 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

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

: VY014727.D

: 20 Jul 2023 17:39

: SY/MD

: 03681-02

: 4.97g/5.0mL/MSVOA_Y/SOIL
: 19

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

200000

150000

100000

50000

TIC: VY014727.D\data.ms

3.942

2.113 3.064 4.192 4.74802

0
Time-->

|
L L L L L L L L L L L L L L I B L L L L L L DL B B BB B B R RN B

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

200000

150000

100000

50000

TIC: VY014727.D\data.ms

10.079

11.489

8.685

7.789

9.746

9.612
9-9-@@13JUL9-9§8 '

0
Time-->

N e LA R e =5
9.00 9.50 10.00

Abundance

200000

150000

100000

50000

TIC: VY014727.D\data.ms

13.422
12.483

11.9382192897

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ’ T
12.00 12.50 13.00 13.50 14.00 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14727.D

Acqg On : 20 Jul 2023 17:39
Operator : SY/MD

Sample : 03681-02

Misc : 4.97g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 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 2 Butane, 2,2,3,3-tetramethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.319 9.13 ug/l 53162 1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
3 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 56
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 56
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 56
Abundance Scan 1066 (8.319 min): VY014727.D\data.ms (-1059) (-) m/z 57.10 100.00%
57.1
5000
41.0
“_‘H‘H“_‘H‘H“
‘M 3.0 99.1 8.00 8.20 8.40 8.60
(e “““““‘ e m/z 56.00 29.86%
m/z--> 0 20 60 80 100 120
Abundance #8679: Butane 2,2,3,3-tetramethyl-
57.0 /\
5000 MJ\
8.00 8.20 8.40 8.60
m/z 41.05 27.15%
99.0
\‘\\\\‘\\1\‘\\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0
SO e e
8.00 8.20 8.40 8.60
5000 m/z 43.05 17.43%
41.0
o130 | L 0 %0u
Tttt
miz--> 0 20 40 60 80 100 120
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0 8.00 8.20 8.40 8.60
m/z 39.05 9.85%
5000
41.0
o ‘\ | 720 950 11301280
““““““ e R R
m/z--> 0 60 80 100 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14727.D

Acqg On : 20 Jul 2023 17:39
Operator : SY/MD

Sample : 03681-02

Misc : 4.97g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 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 Pentane, 2,3,4-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.612 10.26 ug/1 59758 1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
3 2,4,4-Trimethyl-1-hexene 126 CO9H18 051174-12-0 78
4 Heptane, 3,3,4-trimethyl- 142 C1eH22 020278-87-9 78
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 78
Abundance Scan 1278 (9.612 min): VY014727.D\data.ms (-1271) () | m/z 43.05 100.00%
430 711
5000
LA = e
| H sorc 9.50 10.00
bt e 1340 20T myz 71010 86.19%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 T ] {
9.50 10.00
m/z 70.10 63.43%
ol 150 0 Y
\‘\\\\‘\\1\‘1\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4472: Pentane, 3-ethyl-
43.0
Ak _—
9.50 10.00
5000 70.0 m/z 41.00 36.75%
0 15.0 H “‘\ “H | 100'0
e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 M f\J
Abundance #13220: 2,4,4-Trimethyl-1-hexene e e
43.0 71.0 9.50 10.00
m/z 55.10 24.93%
5000
97.0
ol R0 b L1260 MMJ\ N m‘w/
m/z--> 0 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14727.D

Acqg On : 20 Jul 2023 17:39
Operator : SY/MD

Sample : 03681-02

Misc : 4.97g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 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 4 Pentane, 2,3,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.746  14.46 ug/l 84193  1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 53
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 52
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 50
Abundance Scan 1300 (9.746 min): VY014727.D\data.ms (-1290) (-) m/z 43.10 100.00%
70.1
5000
\\,\ T ‘ T T ‘ T
99.1 9.50 10.00
0 S — Y R R U L
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0 /\/\A
5000 71.0 A s
9.50 10.00
m/z 71.10 59.43%
AR NRNET
\‘\\\\‘\i\\“1\\‘\’\\“\\‘}\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8649: Hexane, 3,3-dimethyl-
43.0
4 —
710 9.50 10.00 .
5000 m/z 57.10 41.047%
99.0
0 w‘%QPN‘AM‘WWAMw%‘H\H‘W"H‘H‘w“u‘u‘w“u
m/z--> 0 20 40 60 80 100 120 140 160 180 200 \j\
Abundance #8635: Heptane, 4-methyl- pagnay /¥ ‘
43.0 9.50 10.00
m/z 85.10 39.02%
71.0
5000
obtsol | L om0 LA
m/z--> 0 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14727.D

Acqg On : 20 Jul 2023 17:39
Operator : SY/MD

Sample : 03681-02

Misc : 4.97g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 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 5 Nonane, 3,7-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.282 13.03 ug/l 72742  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 59
2 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 59
3 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 53
4 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 53
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 50
Abundance Scan 1880 (13.282 min): VY014727.D\data.ms (-1868) (f  m/z 57.85 100.00%
57.0
5000 85.1 M
= —
H ‘ 127.1 13.00 13.50
o""‘MH“HM“H\HM““““1‘5‘5‘2‘”“”” m/z 71.10  65.21%
m/z--> 20 60 80 100 120 140 160 180
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000 1300 1350
85.0 : '
29.0 m/z 43.05 46.93%
‘ 127.0
O\‘\‘\\\“‘i\\"\\‘M\‘\\\\‘\\\\‘\‘\\\‘\%?\6‘0\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #152677: Sulfurous acid, butyl nonyl ester
57.0
— —
13.00 13.50
m/z 85.10 40.68%
5000 85.0
230 127.0
Oy ot by o i L0 3510 1790
m/z--> 20 40 60 80 100 120 140 160 180 M
Abundance #117908: Sulfurous acid, hexyl 2-pentyl ester e R —
43.0 71.0 13.00 13.50
m/z 41.00 37.13%
5000
S ““ s e C e
m/z--> 20 40 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14727.D

Acqg On : 20 Jul 2023 17:39
Operator : SY/MD

Sample : 03681-02

Misc : 4.97g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 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 Hexane, 2,2,4-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.477 19.00 ug/l 106014 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 72
2 Heptane, 4-ethyl-2,2,6,6-tetrame... 184 C13H28 062108-31-0 72
3 Octane, 2,2,6-trimethyl- 156 C1l1H24 062016-28-8 64
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 59
5 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 59
Abundance Scan 1912 (13.477 min): VY014727.D\data.ms (-1908) (- m/z 57.05 100.00%
57.0
w0 MJ\/M/L\AM/
‘ 1350
85.0 113.2 .
Obrrrr b LT 1862 2071 s 5619 40.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
5000 T
13.50
29.0 m/z 43.05 30.18%
o | “‘\ | ls30 1130
\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59112: Heptane, 4-ethyl-2,2,6,6-tetramethyl-
57.0
——
13.50
5000 m/z 41.00 25.62%
29.0
ool 880 1130 169.0
R LA Ao e R e e AN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33105: Octane, 2,2,6-trimethyl- P
57.0 13.50
m/z 71.05 24.56%
5000
85.0
oL o L a130 1410 "
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14727.D

Acqg On : 20 Jul 2023 17:39
Operator : SY/MD

Sample : 03681-02

Misc : 4.97g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 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 7 Benzene, 1-methyl-3-(1-meth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.965 13.41 ug/1l 74833  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
2 p-Cymene 134 C10H14 000099-87-6 91
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 90
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 90
5 o-Cymene 134 C1oH14 000527-84-4 90
Abundance Scan 1992 (13.965 min): VY014727.D\data.ms (-1987) (- m/z 119.05 100.00%
119.1
73.0
5000 266.9
A MK
41.0 14.00
154.0 193.12230
om‘mJMM,Wuc“w"NHmw,mw,m_wmu_uuu_l‘”,” m/z 73.00  73.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 T
14.00
m/z 266.95 38.00%
a0 10| |
O\H‘HH“\\‘\\"HH‘HV\‘w\\\‘H\‘\‘\H\’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16995: p-Cymene
119.0
A
14.00
5000 m/z 134.05 28.66%
41.0 77.0 |
O bbbt e e
m/z--> 20 40 60 80 100120140160180200220240260280 Aw« A
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl- P
119.0 14.00
m/z 91.05 15.72%
5000
P N I WA
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14727.D

Acqg On : 20 Jul 2023 17:39
Operator : SY/MD

Sample : 03681-02

Misc : 4.97g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 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 unknownl14.379 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.379 11.16 ug/1l 62268 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 43
2 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 38
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 38
4 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 38
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 35
Abundance Scan 2060 (14.379 min): VY014727.D\data.ms (-2055) (- | m/z 57.10 100.00%
57.1
- T W
85.0 148.1 — e
m ‘ | ‘ 1701 14.00 14.50
0 bl H“uw!m} W 224 m/z 71.10 65.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 — ——
14.00 14.50
85.0 . .72%
29.0 m/z 119.05 49.72
N ‘ 1130 1410 169.0 197.0
\‘\\\\‘\\\ ‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22095: Octane, 3,6-dimethyl-
57.0 j\
- e
14.00 14.50
5000 m/z 41.05 35.30%
29.0
113.0
0 “ L " 850 \‘ 142.0
ettt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl- — —
57.0 14.00 14.50
m/z 43.05 29.46%
5000
NI A B PP IRY AR
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14727.D

Acqg On : 20 Jul 2023 17:39
Operator : SY/MD

Sample : 03681-02

Misc : 4.97g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 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-methyl-1-propen... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.684 16.83 ug/l 93900 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
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 C10H12 000824-22-6 87
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 87
Abundance Scan 2110 (14.684 min): VY014727.D\data.ms (-2103) (| m/z 117.10 100.00%
117.1
5000
91.0 — =y
390 64.1 Lm 148.1 14.50 15.00
om"Hmmwihw“wm wl““h_Mw_mz‘q‘?q m/z 132.05  34.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
5000 = ‘/\‘/\l\\/\‘
91.0 14.50 15.00
m/z 115.10  28.36%
39.0 65.0 ‘
0\1\5\.9\‘\\\“\\“\‘\“u‘\\\H‘\\w\‘m\\“‘\U\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0
M‘ : SRR
14.50 15.00
5000 m/z 131.00 16.99%
91.0
390 50 ‘ ‘
ol bbbl by e e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\A
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- /‘\ ;
117.0 14. 50 15 00
m/z 91.00 14.55%
5000
0 91.0
51.
m/z--> 20 40 60 80 100 120 140 160 180 200 14 50 15 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14727.D

Acqg On : 20 Jul 2023 17:39
Operator : SY/MD

Sample : 03681-02

Misc : 4.97g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.056 10.38 ug/l 57916 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 70
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 70
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C1l1H14 027087-54-3 64
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 64
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 64
Abundance Scan 2171 (15.056 min): VY014727.D\data.ms (-2165) (- m/z 131.05 100.00%
131.1
\NM JJ\
91.0 T ‘15\00‘ T
41.0 65. ‘ 162.1 :
O o vl u ! “‘m““mh‘w\w‘wulu“““‘1‘9‘979‘”” m/z 133.85 39.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 ‘15\00‘ \
m/z 146.05  23.36%
Oé‘d“id“é‘d”é‘d”iéb‘ 120 140 160 180 200
m/z-->
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- /J\A
131.0
a AL gy
15.00
5000 m/z 91.00 17.54%
91.0 ‘
39.0
64.0
o‘_‘H“‘uu‘mlm_“H“H‘U_‘Mw;‘m‘_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25064: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl- —— ‘
131.0 15.00
m/z 115.00 16.11%
5000
91.0
39.0 ‘
63.0
o‘_‘H“‘Mm“:m_ww‘l‘HHMW‘_‘m_m_m_m — W”MM/\
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072023\
Data File : VY@14727.D

Acqg On : 20 Jul 2023 17:39
Operator : SY/MD

Sample : 03681-02

Misc : 4.97g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 19 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|
Butane, 2,2,3,3... 8.319 9.1 ug/l 53162 2 8.685 291105 50.0
Pentane, 2,3,4-... 9.612 10.3 ug/l 59758 2 8.685 291105 50.0
Pentane, 2,3,3-... 9.746 14.5 ug/l 84193 2 8.685 291105 50.0
Nonane, 3,7-dim... 13.282 13.0 ug/l 72742 4 13.422 279030 50.0
Hexane, 2,2,4-t... 13.477 19.0 ug/l 106014 4 13.422 279030 50.0
Benzene, 1-meth... 13.965 13.4 ug/l 74833 4 13.422 279030 50.0
unknown14.379 14.379 11.2 ug/1 62268 4 13.422 279030 50.0
Benzene, (2-met... 14.684 16.8 ug/l 93900 4 13.422 279030 50.0
1H-Indene, 2,3-... 15.056 10.4 ug/l 57916 4 13.422 279030 50.0
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