LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041423\
Data File : VY013326.D

Acqg On : 14 Apr 2023 18:05
Operator : KP/MD

Sample : 02349-01

Misc : 5.05g/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\82Y041223S.M

Title : SW846 8260

Signal : TIC: VY@13326.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.70e4 465 473 484 rVB3 9114 27716  2.32% 0.228%
2 5.734 632 642 649 rBV5 4070 12587 1.05% 0.103%
3 7.710 949 966 971 rBV 162195 390529 32.72% 3.206%
4 7.783 971 978 989 rVB 261754 610711 51.17% 5.014%
5 8.130 1026 1035 1048 rBV 161253 360521 30.21% 2.960%
6 8.685 1117 1126 1137 rBV 376818 770168 64.53% 6.323%
7 9.746 1293 1300 1305 rBV5 6837 14936 1.25% 0.123%
8 9.947 1324 1333 1345 rW7 8312 29717  2.49%  0.244%
9 10.173 1363 1370 1385 rVB 683630 1193449 100.00% 9.798%
10 10.337 1392 1397 1407 rVB6 10849 31338 2.63% 0.257%
11 10.514 1416 1426 1432 rBV2 26627 46667 3.91% ©0.383%
12 10.575 1432 1436 1439 rBV2 9568 16281 1.36% 0.134%
13 10.612 1439 1442 1447 rVB2 12639 18988 1.59% 0.156%
14 10.795 1467 1472 1479 rVB2 14370 24381 2.04%  0.200%
15 10.898 1479 1489 1496 rBv4 10789 25806 2.16% 0.212%
16 10.965 1496 1500 1503 rVVe6 7851 14317 1.20% 0.118%
17 11.e32 1503 1511 1515 rVWV 36269 71429 5.99% 0.586%
18 11.081 1515 1519 1525 rVWV 39401 71887 6.92% 0.590%
19 11.136 1525 1528 1532 rVV5 8177 12476 1.05% 0.102%
20 11.197 1532 1538 1542 rVV3 15781 28439 2.38% 0.233%
21 11.288 1542 1553 1562 rVB5 22301 67827 5.68% ©.557%
22 11.374 1562 1567 1572 rBV3 15734 27844 2.33% 0.229%
23 11.483 1577 1585 1595 rBV 612142 1000880 83.86% 8.217%
24 11.618 1603 1607 1611 rVB4 10380 13217 1.11% 0.109%
25 11.672 1611 1616 1620 rBV6 10994 24026 2.01% 0.197%
26 11.733 1620 1626 1630 rBV3 28463 55858 4.68% 0.459%
27 11.770 1630 1632 1638 rVB3 19326 30373 2.54% 0.249%
28 11.892 1646 1652 1654 rBV4 9383 13108 1.10% ©0.108%
29 12.002 1662 1670 1675 rBV4 48941 114146 9.56% 0.937%
30 12.117 1686 1689 1693 rVB2 30341 42238 3.54% 0.347%
31 12.197 1693 1702 1704 rBV5 45239 92901 7.78% ©.763%
32 12.233 1704 1708 1714 rVB3 45570 98191 8.23% 0.806%
33 12.374 1725 1731 1734 rBV5 23014 46526 3.90% 0.382%
34 12.410 1734 1737 1743 rVWW4 26830 48133 4.03% ©0.395%
35 12.477 1743 1748 1753 rVV 532240 811838 68.02% 6.665%
36 12.520 1753 1755 1758 rVB3 16596 16932 1.42% 0.139%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041423\
Data File : VY013326.D

Acqg On : 14 Apr 2023 18:05
Operator : KP/MD

Sample : 02349-01

Misc : 5.05g/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\82Y041223S.M
Title : SW846 8260
37 12.563 1759 1762 1766 rVV6 10738 15463 1.30% 0.127%
38 12.636 1770 1774 1781 rVB3 82888 156037 13.07% 1.281%
39 12.721 1781 1788 1793 rBV6 38089 100282 8.40% 0.823%
40 12.800 1794 1801 1806 rBV3 136468 256750 21.51% 2.108%
41 12.855 1807 1810 1816 rVB5 46122 74724  6.26% 0.613%
42 12.947 1821 1825 1828 rBv4 44102 63640 5.33% 0.522%
43 12.995 1828 1833 1836 rBV3 23574 50406 4.22% 0.414%
44 13.038 1836 1840 1847 rVB3 91318 145583 12.20%  1.195%
45 13.160 1857 1860 1866 rBv4 26824 39380 3.30% 0.323%
46 13.221 1866 1870 1872 rBV3 17493 27817 2.33% 0.228%
47 13.245 1872 1874 1877 rVB3 26604 26711  2.24% 0.219%
48 13.312 1877 1885 1889 rBV5 78715 181182 15.18% 1.487%
49 13.355 1889 1892 1896 rVv3 58069 93132 7.80% 0.765%
50 13.422 1896 1903 1911 rVB 664497 1140644 95.58% 9.364%
51 13.495 1911 1915 1920 rBV4 44588 65335 5.47% 0.536%
52 13.562 1922 1926 1929 rVB5 35681 48466 4.06% 0.398%
53 13.672 1941 1944 1945 rBvV3 12905 15034 1.26% 0.123%
54 13.745 1949 1956 1960 rBV2 308652 515646 43.21% 4.233%
55 13.788 1960 1963 1966 rvv2 23658 34296 2.87% 0.282%
56 13.922 1980 1985 1988 rBV6 29382 70647 5.92% 0.580%
57 13.965 1988 1992 1996 rVvB4 98579 161810 13.56%  1.328%
58 14.007 1997 1999 2004 rVB2 46268 60914 5.10% 0.500%
59 14.068 2004 2009 2014 rBv4 65331 118722 9.95% 0.975%
60 14.135 2014 2020 2026 rBV6 59279 138332 11.59% 1.136%
61 14.209 2026 2032 2033 rBV5 40764 79610 6.67% 0.654%
62 14.257 2034 2040 2046 rBV7 142155 330122 27.66% 2.710%
63 14.379 2055 2060 2062 rBVv4 79982 120512 10.10% 0.989%
64 14.416 2062 2066 2070 rVB3 109603 159842 13.39% 1.312%
65 14.605 2093 2097 2102 rVB 187139 250154 20.96%  2.054%
66 14.672 2104 2108 2113 rVV6 83016 186502 15.63% 1.531%
67 14.727 2113 2117 2124 rVV3 139509 251958 21.11% 2.068%
68 14.794 2124 2128 2133 rVB8 35401 76650 6.42% 0.629%
69 14.940 2148 2152 2155 rBV2 74023 89607 7.51% 0.736%
70 15.050 2164 2170 2175 rBV6 60969 132295 11.09% 1.086%
71 15.208 2191 2196 2201 rBV4 94054 170314 14.27%  1.398%
72 15.312 2210 2213 2216 rBV3 26950 46710 3.91% 0.383%
73 15.434 2229 2233 2240 rVB7 65932 123953 10.39% 1.018%
74 15.507 2241 2245 2246 rBV2 27351 33946 2.84% 0.279%
75 15.599 2257 2260 2265 rVB5 47108 72456 6.07% 0.595%
76 16.025 2326 2330 2335 rVB6 36740 64669 5.42% 0.531%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041423\
Data File : VY013326.D

Acqg On : 14 Apr 2023 18:05
Operator : KP/MD

Sample : 02349-01

Misc : 5.05g/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\82Y041223S.M

Title : SW846 8260

77 16.147 2347 2350 2355 rVB3 23704 36269 3.04% 0.298%

78 16.470 2399 2403 2409 rBV7 20224 40940 3.43% 0.336%

79 16.592 2419 2423 2431 rVB7 16416 37251 3.12% 0.306%
Sum of corrected areas: 12181094
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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\VY041423\

: VY013326.D

: 14 Apr 2023 18:05

: KP/MD

: 02349-01

: 5.05g/5.0mL/MSVOA_Y/SOIL
: 19

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041223S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
700000

600000

500000

400000

300000

200000

100000

0
Time-->

TIC: VY013326.D\data.ms

4.704 5.734

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
700000

600000

500000

400000

300000

200000

100000

TIC: VY013326.D\data.ms

10.173

11.483

8.685

7.783

7.7 8.130

0
Time-->

I

10.50 11.00 11.50

9.7469.947
e
10.00

—T— —
9.00 9.50

Abundance
700000

600000

500000

400000

300000

200000

100000

TIC: VY013326.D\data.ms
13.

12.477

T ’ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ’ T
13.00 13.50 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041423\
Data File : VY@013326.D

Acqg On : 14 Apr 2023 18:05
Operator : KP/MD

Sample : 02349-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041223S.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 unknownl2.800 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.800  11.25 ug/l 256750 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1,3-Diethylcyclopentane 126 CSH18 1000113-87-1 46
2 Cyclohexane, 1-ethyl-1-methyl- 126 C9H18 004926-90-3 43
3 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 43
4 Ethanone, 1-(3,4-dihydro-6-methy... 140 C8H1202 028450-02-4 38
5 cis-2-Oxabicyclo[4.4.0]decane 146 C9H160 060416-19-5 38
Abundance Scan 1801 (12.800 min): VY013326.D\data.ms (-1794) (- m/z 55.10 100.00%
55,1 97.1
5000
140.2 T CT T
7 “ . ‘ 176.0 12.50 13.00
0! ol RO PO myz 43.10 99.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13243: trans-1,3-Diethylcyclopentane
55.0
97.0
5000 e ——
12.50 13.00
m/z 57.10 93.80%
29.0 126.0
O' \?.‘ﬂ\\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13269: Cyclohexane, 1-ethyl-1-methyl-
55.0 97.0
— —
12.50 13.00
5000 m/z 97.10 91.33%
29.0 ‘
Oyttt AT70 L2280
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #61054: 1-Octanol, 2-butyl- A —
43.0 12.50 13.00
m/z 41.10 84.26%
5000 71.0 Ww
111.0
ol 220l [ | buoth® woo seso Sl W7
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041423\
Data File : VY@013326.D

Acqg On : 14 Apr 2023 18:05
Operator : KP/MD

Sample : 02349-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041223S.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 2 Cyclohexane, (2-methylpropyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.312 7.94 ug/1 181182 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 90
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 87
3 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 72
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 64
5 Cyclohexane, 1,1'-(1,5-pentanedi... 236 C17H32 054833-31-7 64

Abundance Scan 1885 (13.312 min): VY013326.D\data.ms (-1877) (- m/z 83.10 100.00%
55.1 83.1
5000
— ——
L M\ ) 1%2'214?2 191.0 260.( 22 =
0 bbbl el LT e P 50 m/z 55.18 84.09%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #20736: Cyclohexane, (2-methylpropyl)-
55.0 83.0
5000 — —
13.00 13.50
27.0 ‘ ‘ 1400 m/z 82.05 67.78%
0 \H’\}\\‘i‘\\\““\‘“\\”\\1“\H\.‘\‘H\‘HH‘HH‘\H\‘\H\‘\H\‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #20675: Cyclohexane, butyl-
83.0
— ——
55.0 13.00 13.50
5000 m/z 41.05 49.,17%
270 140.0
LI T 0 O O S
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #102198: Cyclohexane, 1,1'-(1,4-butanediyl)bis- — —
83.0 13.00 13.50
55.0 m/z 69.10 25.10%
- M
139.0
Ot B0 [ 2220 S
m/z--> 20 40 60 80 100120140160 180200220 240 260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041423\
Data File : VY@013326.D

Acqg On : 14 Apr 2023 18:05
Operator : KP/MD

Sample : 02349-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041223S.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 9-Borabicyclo[3.3.1]nonane,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.745 22.60 ug/l 515646 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Borabicyclo[3.3.1]nonane, 9-hy... 138 C8H15BO 063366-65-4 50
2 Undecane 156 C11H24 001120-21-4 30
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 27
4 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 25
5 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 25

Abundance Scan 1956 (13.745 min): VY013326.D\data.ms (-1949) (- m/z 57.10 100.00%
57.

5000
85.2 138.2
—r —
13.50 14.00
ol 176.8 207.0 260.( m/z 43.10 84.92%
m/z--> 20 40 60 80 100120140160 180 200220240 260
Abundance #20115: 9- Borabicyc|0[3 3.1]nonane, 9-hydroxy-
55.0 38.0
—r

5000 T
2710 ? 1100 13.50 14.00
m/z 41.10 72.90%
’ \‘\“\“\1‘\\‘HH“\H\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #33077: Undecane
57.0

——
13.50 14.00
5000 m/z 55.10  54.53%

85.0
29.0
Ahh L) se sso
m/z--> 20 40 60 80 100120140160180200220240260

Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester —— ——
57.0 13.50 14.00

m/z 71.10  49.54%

5000
85.0
290
| ‘ h M‘ |112.0 154.0182.0 227.0

m/z--> 20 40 60 80 100120140160 180 200 220240 260 13.50 14.00

o

o

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041423\
Data File : VY@013326.D

Acqg On : 14 Apr 2023 18:05
Operator : KP/MD

Sample : 02349-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041223S.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 4 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.965 7.09 ug/1l 161810 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 89
3 o-Cymene 134 C1leH14 000527-84-4 87
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 87
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 70

Abundance Scan 1992 (13.965 min): VY013326.D\data.ms (-1988) (- m/z 119.05 100.00%
119.1
5000 267.0
73.0
A
14.00
193.0
I L] ‘ w‘w‘u“”“““1‘5“‘3}1‘ i, 2320 ) m/z 267.00  38.47%
miz--> 0 50 100 150 200 250
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 T
14.00
m/z 134.05  35.60%
39.0 77.0
02‘.0\‘\‘\ ‘\‘ ‘L‘\h“\‘“\ \‘ ‘h“\m T LA L I B By B B B
miz--> 0 50 100 150 200 250
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
TSIV,
14.00
5000 m/z 73.00 30.92%
39.0 77'0‘
miz--> 0 50 100 150 200 250
Abundance #16998: 0-Cymene -
119.0 14.00
m/z 69.10 30.06%
5000
41.0 77.0
1 e — ——
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\VY041423\
Data File : VY@013326.D

Acqg On : 14 Apr 2023 18:05
Operator : KP/MD

Sample : 02349-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041223S.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 unknownl4.257 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.257 14.47 ug/1 330122 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 006876-13-7 41
2 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 38
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 38
4 Furan, 2-hexyl- 152 C1eH160 003777-70-6 38
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 38

Abundance Scan 2040 (14.257 min): VY013326.D\data.ms (-2034) (- m/z 83.10 100.00%

83.1
152.2
5000/ 411

—— —r—
14.00 14.50
ol pH“ ]L%'g 2083 2810 ., 5519  85.21%
miz--> 50 100 150 200 250
Abundance #19558: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, (1.alpha.
558.0 95.0
— —r—

14.00 14.50
m/z 82.10 71.97%

=T
O T T . T U “‘ “ h T . T ‘\ ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #12175: Cyclohexane, 2-propenyl-

55.0

— —T
14.00 14.50

5000
I | H‘

5000 ITI/Z 81.10 58.76%
96.0
01‘4-‘0\\‘ M;‘ Al — —_—
m/z--> 50 100 150 200 250
Abundance #31433: Cyclohexane, pentyl- T 7
83.0 14.00 14.50
m/z 152.20 57.26%
5000
41.0
‘ 154.0
ol il T
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041423\
Data File : VY@013326.D

Acqg On : 14 Apr 2023 18:05
Operator : KP/MD

Sample : 02349-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041223S.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 Naphthalene, decahydro-2-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.416 7.01 ug/l 159842  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 80
2 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 74
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 68
4 (+)-Dihydrocarvone 152 C1eH160 005524-05-0 64
5 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C1@H160 004176-01-6 58
Abundance Scan 2066 (14.416 min): VY013326. D\data ms (-2062) (- m/z 152.20 100.00%
67.1 95.1 152.
5000 41.1
119.1 LT
14.50
0 ‘u‘m“"“‘m“,“w”m“ww_mz‘(‘)?"l‘ m/z 95.18  96.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 L
14.50
109.0 m/z 67.10  89.55%
O' ‘\\M\\’h\\\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29494: cis-Decalin, 2-syn-methyl-
95.0
67.0 T
41.0 14.50
5000 m/z 81.10 88.82%
152.0
H 123.0
0! NS S N W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29490: trans-Decalin, 2-methyl- —
81.0 14.50
m/z 82.10 72.63%
55.0 152.0
5000
29.0 109.0
0“w«‘hkub“ 1wm“MH,H"W“‘W““_“‘_“‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041423\
Data File : VY@013326.D

Acqg On : 14 Apr 2023 18:05
Operator : KP/MD

Sample : 02349-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041223S.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 Dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.605 10.97 ug/l 250154 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 60
2 Decane 142 C10H22 000124-18-5 50
3 Tetradecane 198 C14H30 000629-59-4 46
4 Undecane 156 C11H24 001120-21-4 43
5 Nonane 128 C9H20 000111-84-2 43

Abundance Scan 2097 (14.605 min): VY013326.D\data.ms (-2093) (- m/z 57.10 100.00%
57.1

119.1
5000
85.1

—
148.1 14.50 15.00

‘H,‘H‘Umw,uu”;J‘Hl“umw}m“u_‘luwm““‘29‘7:‘1‘”“_?“?9-5 m/z 43.10 78.26%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #45478: Dodecane
57.0

5000

o

—
85.0 14.50 15.00
m/z 119.10 62.61%

29.0
L0 || 112014101700
\H’\H\‘HH’HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #22067: Decane
43.0

T
14.50 15.00

o

5000 m/z 71.10 58.50%
71.0
UL L s e
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #74004: Tetradecane T ——
57.0 14.50 15.00

m/z 41.10 55.25%

5000 85.0
29.0

\‘ \“‘ H \‘\ L \\11%0\14\1'0169-0198'0

T
m/z--> 20 40 60 80 100120140160 180 200 220240 260 14.50 15.00

o

82Y041223S.M Mon Apr 17 12:34:18 2023 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041423\
Data File : VY@013326.D

Acqg On : 14 Apr 2023 18:05
Operator : KP/MD

Sample : 02349-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041223S.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 unknownl4.672 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.672 8.18 ug/1 186502 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Chloro-2-methylcyclopent-2-enol 132 C6H9CI1O 1000192-84-7 27
2 Thiophene, 2-hexyl- 168 C10OH16S 018794-77-9 22
3 Oxalic acid, butyl cyclohexylmet... 242 C13H2204 1000309-68-2 22
4 3-(But-3-enyl)-cyclohexanone 152 C10H160 003636-03-1 18
5 3-Penten-1-0l, 2,2,4-trimethyl- 128 C8H160 005842-53-5 14

Abundance Scan 2108 (14.672 min): VY013326.D\data.ms (-2104) (- m/z 97.10 100.00%

97.1
55.1
5000 133.0

| H ‘ ‘ 8.2 ‘ 14.50 15.00
www”“wHw‘mW‘ Al [ 207 2811 g5 1 68.20%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16517: 3-Chloro-2-methylcyclopent-2-enol
97.0

5000 — e
41.0 14.50 15.00

m/z 69.10 55.98%

h f
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43272: Thiophene, 2-hexyl-

o

0
97.0
—r —
14.50 15.00
5000 ITI/Z 133.00 50.92%
oh 250 | 1350 1680
et R e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #125698: Oxalic acid, butyl cyclohexylmethyl ester e —
55.0 14.50 15.00
97.0 m/z 117.05  40.28%
) MMM
025\1410 Al —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041423\
Data File : VY@013326.D

Acqg On : 14 Apr 2023 18:05
Operator : KP/MD

Sample : 02349-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041223S.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 Undecane, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.727 11.04 ug/l 251958 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 86
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 35
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 30
4 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 27
5 Sulfurous acid, 2-ethylhexyl oct... 446 C26H5403S 1000309-20-1 27

Abundance Scan 2117 (14.727 min): VY013326.D\data.ms (-2113) (- m/z 57.10 100.00%

57.1
119.1
5000

‘ | 1512 14.50 15.00
oL—— M“M‘ ‘ “\H‘h\ JH\ 4 “\ ‘\‘18‘4‘2 . ‘2‘8‘1-‘1‘ ‘ m/z 119.10 55.17%
mi/z--> 50 100 150 200 250 300
Abundance #59075: Undecane, 2,6-dimethyl- MJ\/\/M
57.0
T

5000
14.50 15.00

m/z 43.10  48.62%

98.0
‘ I \‘ 169.0
T L \ ‘ T f f T T T ‘ T T T ‘ T L T ‘ L T T ‘
mi/z--> 100 150 200 250 300
Abundance #284588: Sulfurous acid, butyl heptadecyl ester
57.0

—
14.50 15.00

o

5000 m/z 71.10  46.49%
bt “h % | 11990 1830 2390 010
m/z--> 100 150 200 250 300
Abundance #59066: Undecane, 2,5-dimethyl- — —
57.0 14.50 15.00

m/z 41.10 37.02%

5000 ww
112.0
\‘ U \‘ Lo

T T
m/z--> 100 150 200 250 300 14.50 15.00

O
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041423\
Data File : VY@013326.D

Acqg On : 14 Apr 2023 18:05
Operator : KP/MD

Sample : 02349-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041223S.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 unknownl5.208 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.208 7.47 ug/1 170314 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 49
2 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 49
3 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 49
4 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 49
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 47

Abundance Scan 2196 (15.208 min): VY013326.D\data.ms (-2191) (- m/z 57.10 100.00%
7.1

5
5000
119.1

0 L. b# oL 00 PRI

162.1 15.00 15.50
S W W 582 m/z 71.10  71.29%

_ 208.1 281.
™
miz--> 50 150 200 250
Abundance #22080: Nonane, 3-methyl-
57.0

5000 — —
15.00 15.50

210 m/z 43.10 66.39%

‘ 113.0

ol ‘r L‘\ ‘\‘ . \!\ i | ‘\‘ . ‘14"3‘0‘ o

miz--> 50 100 150 200 250

Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester
57.0

— —
15.00 15.50

5000 m/z 41.10 41.97%

113.0
20 [ ) |
e Y N —
50 100 150 200 250

m/z-->
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester — ——
57.0 15.00 15.50

m/z 56.10 30.19%

B MM
113.0
270\“ “ ”\ ‘\‘ It “ |

o—t L — —
m/z--> 50 100 150 200 250 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041423\
Data File : VY013326.D

Acqg On : 14 Apr 2023 18:05
Operator : KP/MD

Sample : 02349-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041223S.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|
unknownl2.800 12.800 11.3 ug/l 256750 4 13.422 1140640 50.0
Cyclohexane, (2... 13.312 7.9 ug/l 181182 4 13.422 1140640 50.0
9-Borabicyclo[3... 13.745 22.6 wug/l 515646 4 13.422 1140640 50.0
Benzene, 1l-ethy... 13.965 7.1 ug/l 161810 4 13.422 1140640 50.0
unknown14.257 14.257 14.5 ug/l 330122 4 13.422 1140640 50.0
Naphthalene, de... 14.416 7.0 ug/l 159842 4 13.422 1140640 50.0
Dodecane 14.605 11.0 wug/l 250154 4 13.422 1140640 50.0
unknownl14.672 14.672 8.2 ug/l 186502 4 13.422 1140640 50.0
Undecane, 2,6-d... 14.727 11.0 ug/l 251958 4 13.422 1140640 50.0
unknown15.208 15.208 7.5 ug/l 170314 4 13.422 1140640 50.0
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