LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082024\
Data File : VY019159.D

Acqg On : 20 Aug 2024 18:29

Operator : SY/MD

Sample : P3643-12

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/A 921-J-SD-0.5-1-081524

ALS Vvial : 21  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\82Y081524S.M
Title : SW846 8260
Signal : TIC: VY@19159.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.068 52 57 59 rBvV 910 1259 1.15% 0.140%
2 3.037 214 216 221 rVB4 1560 2380 2.18% 0.264%
3 3.860 344 351 352 rBV3 889 1561 1.43% 0.173%
4 4,598 465 472 482 rvB3 3899 11755 10.76% 1.305%
5 5.622 635 640 641 rBv4 1039 1477 1.35% 0.164%
6 6.878 839 846 848 rBV2 3086 6357 5.82% 0.706%
7 7.622 959 968 974 rBV 17254 41709 38.18% 4.629%
8 7.695 974 980 992 rVB2 30515 71662 65.59%  7.953%
9 8.054 1029 1039 1049 rBV2 13512 29853 27.33% 3.313%
10 8.609 1119 1130 1138 rBvV2 42725 87341 79.95% 9.693%

11 10.1e3 1365 1375 1384 rBV 63325 109251 100.00% 12.125%

12 10.511 1436 1442 1444 rBV3 890 1096 1.00% 0.122%
13 10.883 1498 1503 1508 rVB2 808 1330 1.22% 0.148%
14 11.011 1522 1524 1531 rVB3 1082 1631 1.49% ©.181%
15 11.414 1582 1590 1600 rBV 54634 90817 83.13% 10.079%
16 11.926 1671 1674 1676 rBV3 1079 1185 1.08% 0.132%
17 12.054 1690 1695 1699 rVB4 1398 2123 1.94% ©.236%
18 12.139 1704 1709 1710 rBV4 670 1209 1.11% 0.134%
19 12.163 1710 1713 1717 rVB4 1279 1660 1.52% 0.184%
20 12.407 1747 1753 1760 rVB2 34923 57741 52.85% 6.408%
21 12.572 1776 1780 1784 rVB4 1878 2840 2.60% 0.315%
22 12.651 1787 1793 1795 rBV4 1123 1749 1.60% 0.194%
23 12.724 1799 1805 1806 rBvV4 2383 3556 3.25% 0.395%
24 12.779 1813 1814 1820 rVB5 1479 1762 1.61% 0.196%
25 12.846 1820 1825 1827 rBV4 754 1258 1.15% ©.140%
26 12.883 1827 1831 1833 rBVS5 1345 1881 1.72% 0.209%
27 12.968 1841 1845 1846 rBV4 954 1349 1.23% 0.150%
28 12.986 1846 1848 1853 rVB6 818 1264 1.16% ©.140%
29 13.090 1862 1865 1869 rBV4 1752 2670  2.44%  0.296%
30 13.139 1871 1873 1878 rBV4 1789 2555 2.34% 0.284%
31 13.242 1883 1890 1893 rBV6 3956 8146 7.46%  0.904%
32 13.291 1896 1898 1901 rVB4 1394 1169 1.07% 0.130%
33 13.346 1901 1907 1914 rBV 38440 61972 56.72% 6.878%
34 13.492 1927 1931 1933 rW3 2144 3099 2.84% 0.344%
35 13.523 1933 1936 1941 rVB6 1043 1881 1.72% ©.209%
36 13.669 1950 1960 1965 rBV7 6252 15361 14.06% 1.705%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082024\
Data File : VY019159.D

Acqg On : 20 Aug 2024 18:29

Operator : SY/MD

Sample : P3643-12

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/A 921-J-SD-0.5-1-081524

ALS Vvial : 21  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\82Y081524S.M
Title : SW846 8260
37 13.718 1965 1968 1970 rvv4 1777 1890 1.73% 0.210%
38 13.779 1976 1978 1983 rVB5 3504 4701 4.30% 0.522%
39 13.846 1985 1989 1990 rVv3 2123 2707 2.48% 0.300%
40 13.864 1990 1992 1993 rVV2 2638 2367 2.17% 0.263%
41 13.889 1993 1996 2000 rvVB5 2383 3425 3.13% 0.380%
42 13.998 2010 2014 2018 rVB3 3965 5033 4.61% 0.559%
43 14.066 2018 2025 2029 rBV7 5212 10065 9.21% 1.117%
44 14.120 2030 2034 2038 rVB6 2611 3621 3.31% 0.402%
45 14.181 2038 2044 2049 rBV5 7887 17325 15.86% 1.923%
46 14.248 2051 2055 2056 rBV3 1055 1316 1.20% 0.145%
47 14.340 2066 2070 2075 rVB7 6592 10293 9.42% 1.142%
48 14.401 2075 2080 2087 rBV9 3064 5424  4.96% 0.602%
49 14.468 2087 2091 2096 rBvVS8 4555 7453 6.82% 0.827%
50 14.553 2099 2105 2109 rBV8 3273 8860 8.11% ©.983%
51 14.602 2110 2113 2117 rVB4 6347 8373 7.66% 0.929%
52 14.651 2117 2121 2127 rVBS8 5149 9586 8.77% 1.064%
53 14.700 2127 2129 2131 rBvV3 1337 1124 1.03% 0.125%
54 14.730 2131 2134 2136 rBV4 2469 2135 1.95% 0.237%
55 14.791 2142 2144 2148 rVB5 1104 1116 1.02% 0.124%
56 14.858 2150 2155 2159 rvVvB8 4400 7318 6.70% 0.812%
57 14.919 2163 2165 2170 rVB5 2800 3490 3.19% 0.387%
58 14.998 2174 2178 2181 rBV6 3566 6391 5.85% ©.709%
59 15.035 2181 2184 2186 rVVv4 4084 5301 4.85% 0.588%
60 15.059 2186 2188 2191 rVV3 4525 4643  4.25% 0.515%
61 15.126 2194 2199 2205 rVB 27611 39284 35.96% 4.360%
62 15.193 2208 2210 2213 rVV4 2531 2664 2.44% 0.296%
63 15.358 2235 2237 2244 rVB8 3178 5009 4.58% 0.556%
64 15.456 2251 2253 2256 rVB3 2806 3115 2.85% 0.346%
65 15.516 2258 2263 2267 rVB6 7545 12706 11.63% 1.410%
66 15.596 2273 2276 2281 rVB7 3857 5445 4.98% 0.604%
67 15.638 2281 2283 2284 rBV2 2292 1715 1.57% 0.190%
68 15.833 2314 2315 2316 rBV 2026 1178 1.08% 0.131%
69 15.974 2335 2338 2345 rVB8 3608 6799 6.22% 0.755%
70 16.053 2345 2351 2358 rVv4 13578 23851 21.83% 2.647%
71 16.114 2359 2361 2364 rVB4 1831 1825 1.67% 0.203%
72 16.254 2380 2384 2385 rBV3 1672 1381 1.26% 0.153%
73 16.297 2385 2391 2395 rVVv8 2693 6246 5.72% 0.693%
74 16.370 2396 2403 2406 rVV9 3280 6956 6.37% 0.772%
75 16.413 2408 2410 2413 rBV4 1626 2366 2.17% 0.263%
76 16.474 2418 2420 2421 rBV2 1657 1158 1.06% 0.129%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082024\
Data File : VY@19159.D

Acqg On : 20 Aug 2024 18:29

Operator : SY/MD

Sample : P3643-12

Misc 1 5.08g/5.0mL/MSVOA_Y/SOIL/A 921-J-SD-0.5-1-081524

ALS Vvial : 21  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\82Y081524S.M

Title : SW846 8260

77 16.553 2430 2433 2435 rBV4 1052 1299 1.19% 0.144%

78 16.638 2445 2447 2453 rVB7 4261 8200 7.51% ©.910%
Sum of corrected areas: 901057
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082024\

: VY019159.D

: 20 Aug 2024 18:29
: SY/MD

. P3643-12

: 5.08g/5.0mL/MSVOA_Y/SOIL/A 921-J-SD-0.5-1-081524
: 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.M
Quant Title : SW846 8260

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

Abundance
60000

50000

40000

30000

20000

10000

0
Time-->

TIC: VY019159.D\data.ms

4.598
2.068 3.037 3.860 5.622

1.80 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

60000

50000

40000

30000

20000

10000

TIC: VY019159.D\data.ms
10.103

11.414

8.609

7.695

7.6

8.054

0
Time-->

10.511  10.883011
e P = R e —
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance
60000

50000

40000

30000

20000

10000

TIC: VY019159.D\data.ms

13.346

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082024\
Data File : VY019159.D

Acqg On : 20 Aug 2024 18:29

Operator : SY/MD

Sample : P3643-12

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/A 921-J-SD-0.5-1-081524

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.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 3-Cyclohexen-1-one, 3,5,5-t... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.669 12.39 ug/l 15361 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Cyclohexen-1-one, 3,5,5-trimet... 138 C9H140 000471-01-2 58
2 Spiro[4.5]decane 138 C10H18 000176-63-6 50
3 1H-Inden-1-one, octahydro- 138 C9H140 029927-85-3 49
4 Naphthalene, decahydro- 138 C10H18 000091-17-8 46
5 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 46
Abundance Scan 1960 (13.669 mln) VY019159.D\data.ms (-1950) (] | m/z 67.10 100.00%
61. 138.1
96.2
41.0 81.2
5000 AN
110.2 il M AL
| i | 12805 833
O+ e e e e e e e A e m/z 138.05 83.37%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20255: 3-Cyclohexen-1-one, 3,5,5-trimethyl-
81.0 96.0
1230 1380
5000 — ——
67.0 13.50 14.00
41.0 m/z 69.10 81.88%
20 |0
O \’\H\‘HH’\H\UH1\‘\‘\‘\“\\\\‘!\\\‘\\‘\‘\H\‘HH‘\EH‘HH“HH
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #19395: Spiro[4.5]decane
67.0 96.0
81.0
A —
138.0 13.50 14.00
5000 41.0 m/z 96.20 78.89%
27.0 110.0
0 ‘,‘HwHH;lmwu“H_m‘wh‘}“ww: IS S |
miz--> 20 30 40 50 60 70 80 90 100110 120130140 ﬂ w /VM
Abundance #20195: 1H-Inden-1-one, octahydro- ‘h‘ — ‘A‘ =
67.0 13.50 14.00
m/z 41.05 77.40%
41.0 81.0
5000 96.0 138.0
0 — —
m/z--> 20 30 40 50 60 70 80 O 100110120130 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082024\
Data File : VY019159.D

Acqg On : 20 Aug 2024 18:29

Operator : SY/MD

Sample : P3643-12

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/A 921-J-SD-0.5-1-081524

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.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 1-Hexanol, 5-methyl-2-(1-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.066 8.12 ug/1 10065 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 5-methyl-2-(1-methyle... 158 C1@H220 002051-33-4 50
2 Decyl octyl ether 270 C18H380 1000406-38-3 46
3 1-Octanol, 2-methyl- 144 C9H200 000818-81-5 43
4 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 38
5 Phytol 296 C20H400 000150-86-7 35

Abundance Scan 2025 (14.066 min): VY019159.D\data.ms (-2018) (- m/z 57.05 100.00%
57.0

5000
39. 80.9 98.2
125.1 T T
\‘\ Il ‘ | ‘\\ L e
okl _m_m_m_m_w m/z 71.10  79.35%
miz--> 20 40 60 100 120 140
Abundance #34666: 1-Hexanol, 5-methyl-2-(1-methylethyl)-
43.0 71.0
5000 M L :
14.00
97.0 m/z 55.20  62.10%
L L

27.0 ‘
127.0
O T ‘ T H ‘\ T “H T \“ “‘ T } 1 T ‘H‘\‘\ T “‘ \1\1}2‘\0‘ \H‘\ T \1-‘4.3\.\0\
miz--> 20 60 80 100 120 140
Abundance #161354: Decyl octyl ether
57.0
\

T
14.00

5000 m/z 56.10 53.87%
41,0 83.0
112.0
OH‘_“bH‘Hm‘ Al ‘_H‘\u_wlmml“‘?n"”
m/z--> 100 120 140
Abundance #24410.14)man0L2—methW— ﬂ e ‘
57.0 14.00
m/z 43.15 49.03%
41.0
5000
84.0
12
o ZGLE Il H 110194430 |
““““““‘ ““““ S ““““ ——
m/z--> 20 40 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082024\
Data File : VY019159.D

Acqg On : 20 Aug 2024 18:29

Operator : SY/MD

Sample : P3643-12

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/A 921-J-SD-0.5-1-081524

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.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 Cyclohexanone, 2-methyl-5-(... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.181 13.98 ug/l 17325 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 005948-04-9 55
2 Bicyclo[3.3.1]nonane-2,7-dione 152 C9H1202 1000210-30-3 50
3 (+)-Dihydrocarvone 152 C1eH160 005524-05-0 50
4 2H-Inden-2-one, octahydro-3a-met... 152 C10H160 013351-29-6 43
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 41
Abundance Scan 2044 (14.181 min): VY019159.D\data.ms (-2038) (- m/z 83.05 100.00%
41.0 83.0 1521
5000 109.0

) i T T
S A m/z 41,65 99.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29387: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-, t

o

67.0
95.0
5000 e —
41.0
152.0 14.00 14.50
‘ m/z 82.05 90.21%
O‘\m\\ \\u“!‘\h‘\\“‘\\‘\‘“‘\\‘\]\.2‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30200: Bicyclo[3.3.1]nonane-2,7-dione
!
e i
152.0 14.00 14.50
5000 ITI/Z 67.10 88.48%
82.0
124.0
0% m“‘Ap“lw““h,“‘w“‘w“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29120: (+)-Dihydrocarvone o —
67.0 95.0 14.00 14.50
m/z 152.05 84.64%
5000
41.0 152.0
LA L
o_umHH_‘MJ“H‘“‘H‘wHH_HM,HH_HWHH : ‘A‘ A‘ n
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\VY082024\
Data File : VY019159.D

Acqg On : 20 Aug 2024 18:29

Operator : SY/MD

Sample : P3643-12

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/A 921-J-SD-0.5-1-081524

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.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 cis-Dihydrocarvone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.340 8.30 ug/1 10293 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Dihydrocarvone 152 C10H160 003792-53-8 58
2 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 007764-50-3 46
3 Cyclohexanone, 2-methylene-5-(1-... 152 C1@H160 015297-07-1 38
4 Cyclohexanone, 2-methyl-5-(1-met... 152 C10H160 005948-04-9 38
5 5-Nonadecen-1-o0l 282 C19H380 1000131-11-9 30
Abundance Scan 2070 (14.340 min): VY019159.D\data.ms (-2066) (- m/z 57.15 100.00%
411 571
81.2 152.2
5000 1091 137.0
— ——
| I e s
o I T 1A hyz a1.1e 87.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29121: cis-Dihydrocarvone
67.0
95.0
5000 41.0 T T 7
14.00 14.50
‘ 1,%0 701520 M2z 152.20  68.37%
0 ‘zwﬁhp\ T "H\ \‘1“1 T \h T \‘ H \‘1“!“ \MM\ ™ “1 T \“ T !‘\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #29303: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-
67.0
o LI L
41.0 ’ 14.00 14.50
5000 m/z 81.20 68.02%
1100 152.0
b L =]
0 ‘Z‘G‘Ib‘ w‘,H‘ il —riie M ‘1 HM“‘ el “‘ e
m/z--> 20 40 60 80 100 120 140 160
Abundance #29307: Cyclohexanone, 2-methylene-5-(1-methylethyl)- — ——
82.0 14.00 14.50
m/z 82.05 61.13%
5000
152.0
109.0
I N TS NV
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50

82Y081524S.M Wed Aug 21 14:19:44 2024 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082024\
Data File : VY019159.D

Acqg On : 20 Aug 2024 18:29

Operator : SY/MD

Sample : P3643-12

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/A 921-J-SD-0.5-1-081524

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.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 Decane, 1,1'-oxybis- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.553 7.15 ug/1 8860 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 1,1'-oxybis- 298 C20H420 002456-28-2 64
2 Decyl isobutyl ether 214 C14H300 1010406-32-5 53
3 Nonyl tetradecyl ether 340 C23H480 1000406-37-6 47
4 1-Hexadecanol 242 C16H340 036653-82-4 38
5 Butyl decyl ether 214 C14H300 1000406-40-2 38
Abundance Scan 2105 (14.553 min): VY019159.D\data.ms (-2099) (- m/z 57.20 100.00%
57.2
85.1
5000
123.2
168.0 T 1
14.50
(o} m/z 55.05 83.69%
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #197436: Decane, 1,1'-oxybis-
57.0
85.0
5000 —— :
14.50
29.0 11201400 m/z 43.20  82.09%
0 ) ‘\MH\ 'y \‘ | 1710 2130 255
\H‘HH‘\H‘H\\‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #92369: Decyl isobutyl ether
57.0
T \
14.50
5000 m/z 85.10 77 .81%
85.0
29.0
L) ] ‘ 112.0140.0 177 o
O rreplleeth bt b e e
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #249109: Nonyl tetradecyl ether T ‘
57.0 14.50
m/z 97.10 68.98%
85.0
5000
29.0
ol d M ‘\ ) \ 168.0197.0 227.0
‘H‘H‘W‘H“ ‘_‘HM‘H‘H‘WH‘W‘H‘M‘HM‘H‘H‘WH‘W‘ ——
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082024\

Data File : VY@19159.D

Acqg On : 20 Aug 2024 18:29

Operator : SY/MD

Sample : P3643-12 :
Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/A 921-J-SD-0.5-1-081524

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.M
: 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 unknownl4.651 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.651 7.73 ug/1 9586 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bicyclo[3.1.1]heptan-3-one, 2,6,...
2 Bicyclo[3.1.1]heptan-3-one, 2,6,..
3 3-Methyl-2-(2-oxopropyl)furan

4 1-Dodecanol

152 C10H160
. 152 C10H160
138 C8H1e02
186 C12H260

000547-60-4 45
015358-88-0 45
087773-62-4 35
000112-53-8 14

5 Bicyclo[3.1.1]heptan-2-one, 3,6,... 152 C1@H160 016022-08-5 14

Abundance Scan 2121 (14.651 min): VY019159.D\data.ms (-2117) (1 [ m/z 71.10 100.00%
711
43.1
5000 95.0 119.1 166.3
P -
L T
Ol I T L m/z 83.e8  83.74%
miz--> 20 40 60 80 100 120 140 160
Abundance #29426: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
55.0 83.0
5000 — —
14.50 15.00
270 110.0 152.0 m/z 69.10 74.80%
0 T \H\ \‘M\ \‘\m T \“H\ \“‘\m T T 1“‘\ ™ \{]-?’5\‘0\ T ! T
miz--> 20 40 60 80 100 120 140 160
Abundance #29424: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
=
580 83.0
e e
14.50 15.00
5000 ITI/Z 43.15 59.55%
27.0 ‘ 110.0 152.0
ol i Mty L gm0 [
m/z--> 20 40 60 80 100 120 140 160
Abundance #19968: 3-Methyl-2-(2-oxopropyl)furan Cp ——
57.0 14.50 15.00
m/z 81.05 59.55%
5000 95.0 MWWMMW
Ll | | s
T N L L o — —
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082024\

Data File : VY@19159.D

Acqg On : 20 Aug 2024 18:29

Operator : SY/MD

Sample P3643-12 :
Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/A 921-J-SD-0.5-1-081524

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.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 8 Sulfurous acid, 2-ethylhexy... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.126  31.70 ug/l 39284 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 72
2 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604 1000309-39-2 72
3 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 72
4 Sulfurous acid, 2-ethylhexyl pen... 404 C23H4803S 1000309-19-8 64
5 Sulfurous acid, 2-ethylhexyl oct... 446 C26H5403S 1000309-20-1 64

Abundance Scan 2199 (15.126 min): VY019159.D\data.ms (-2194) (| | m/z 57.10 100.00%
57.1
o “WAMMMmeﬂﬁxwwMAﬁuA
131 15.00 15.50
155.4 : .
- W‘H‘WWM‘M;H‘M ST 988 280L hup 71015 90.23%
miz--> 50 100 150 200 250
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
5000 i v
15.00 15.50
m/z 43.05 64.13%
270‘ ‘ 113.0
O T T “; ‘\‘ ‘ “\‘H‘ \“‘\ “‘ \“ T ‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #234327: Oxalic acid, 2-ethylhexyl nonyl ester
57.0
e e
15.00 15.50
5000 m/z 41.10 47 .51%
112.0
27‘-0 N 171.0
ol M““w“ J‘M s
m/iz--> 50 100 150 200 250
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl- —— ——
57.0 15.00 15.50
m/z 56.05 31.31%
5000
113.0 169.0
oL 2O L [ asmo  asro WY gl
miz--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082024\
Data File : VY019159.D

Acqg On : 20 Aug 2024 18:29

Operator : SY/MD

Sample : P3643-12

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/A 921-J-SD-0.5-1-081524

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.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 unknownl5.517 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.517 10.25 ug/l 127066  1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecane, ethyl- 196 C14H28 028981-49-9 41
2 3-Tetradecene, (E)- 196 C14H28 041446-68-8 35
3 Cyclopentane, 1-butyl-2-pentyl- 196 C14H28 061142-52-7 35
4 7-Tetradecene, (E)- 196 C14H28 041446-63-3 35
5 6-Tetradecene, (E)- 196 C14H28 041446-64-4 35
Abundance Scan 2263 (15.516 min): VY019159.D\data.ms (-2258) (- m/z 69.20 100.00%
69.2
41.1
95.0
5000
123.1 196.2
165.2
T \
‘ ‘ ‘ | 15.50
0 LI L L wyz os1.1e s1.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71758: Cyclododecane, ethyl-
558.0
97.0
5000 — :
230 / 5615120 76.13)
1250 166.0 196.0 m/z . . 0
O' \\‘H‘\\“!\‘}“\\\}\\\‘\‘\H‘\\\‘\\\!‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71747: 3-Tetradecene, (E)-
41.0 , 69.0
T \
15.50
5000 m/z 55.10 71.29%
97.0
| 1250 1680 19°0
Ot I B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71769: Cyclopentane, 1-butyl-2-pentyl- —— ‘
69.0 15.50
41.0 m/z 95.00 57.43%
5000 97.0
1250 196.0
| o
0 S M W A N M ——
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082024\
Data File : VY019159.D

Acqg On : 20 Aug 2024 18:29

Operator : SY/MD

Sample : P3643-12

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/A 921-J-SD-0.5-1-081524

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.053 19.24 ug/1l 23851 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 91
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 78
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
5 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 72
Abundance Scan 2351 (16.053 min): VY019159.D\data.ms (-2345) (- m/z 57.20 100.00%
57.2
- WNJ\NWW
T \
97.1 127.2 179.2 16.00
0 uuwHWwM‘Mwﬂwwu“‘qu‘ S m/z 71.15  73.87%
miz-> 50 100 150 200 250
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 —— ‘
16.00
m/z 43.10 42.20%
27‘.0‘ ‘ 97.0 127.0 183.0
O\“\“\“H\M \“‘\‘M’ \H\“\ L —— \‘.\ AL B B
miz-> 50 100 150 200 250
Abundance #193303: Dodecane, 1-iodo-
57.0
T \
16.00
5000 ITI/Z 41.10 41.78%
99.0 155.0
o LT T e e
m/iz--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- —— ‘
57.0 16.00
m/z 55.10 37.53%
- WM
113.0
27.0
of 10 L1 T 15001880 230 -
m/z--> 50 100 150 200 250 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082024\
Data File : VY019159.D

Acqg On : 20 Aug 2024 18:29

Operator : SY/MD

Sample : P3643-12

Misc 1 5.08g/5.0mL/MSVOA_Y/SOIL/A 921-J-SD-0.5-1-081524

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.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|
3-Cyclohexen-1-... 13.669 12.4 ug/l 15361 4 13.346 61972 50.0
1-Hexanol, 5-me... 14.066 8.1 ug/l 10065 4 13.346 61972 50.0
Cyclohexanone, ... 14.181 14.0 ug/l 17325 4 13.346 61972 50.0
cis-Dihydrocarvone 14.340 8.3 ug/l 10293 4 13.346 61972 50.0
Decane, 1,1'-ox... 14.553 7.2 ug/l 8860 4 13.346 61972 50.0
unknownl4.651 14.651 7.7 ug/l 9586 4 13.346 61972 50.0
Sulfurous acid,... 15.126 31.7 ug/l 39284 4 13.346 61972 50.0
unknown15.517 15.517 10.3 ug/l 12706 4 13.346 61972 50.0
Dodecane, 2,6,1... 16.053 19.2 ug/l 23851 4 13.346 61972 50.0
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