LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081423\
Data File : VY015088.D

Acqg On ¢ 14 Aug 2023 18:46
Operator : SY/MD

Sample : 03989-02

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 25 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\82Y081423S.M

Title : SW846 8260

Signal : TIC: VY@15088.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.942 339 348 361 rBvV2 6200 18638 3.33% 0.336%
2 4.704 463 473 483 rBv2 5534 15914 2.84% 0.287%
3 5.740 632 643 653 rVB6 2652 7508 1.34% 0.136%
4 6.984 837 847 852 rBvV2 2130 5859 1.05% 0.106%
5 7.710 957 966 972 rBV 46775 108600 19.39% 1.961%

6 7.783 972 978 987 rVB 80231 175694 31.37%  3.172%
7 8.136 1026 1036 1044 rBV 46126 100584 17.96% 1.816%
8 8.685 1117 1126 1136 rBV 115791 231629 41.36% 4.182%
9 10.173 1363 1370 1379 rBV 185633 321648 57.43% 5.807%
10 11.483 1577 1585 1595 rBV 176421 291617 52.07% 5.265%
11 12.233 1704 1708 1714 rVB7 4632 8059 1.44% 145%
12 12.331 1716 1724 1730 rBV 226558 353648 63.15% 3847%
13 12.386 1730 1733 1739 rVV4 9334 15591 2.78%

14 12.477 1743 1748 1754 rVV 146611 225722 40.30%

whooo
N
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=
R

15 12.581 1758 1765 1771 rVB 132306 215360 38.45% 888%
16 12.642 1771 1775 1783 rVB6 3895 7813 1.40% 0.141%
17 12.751 1783 1793 1794 rBV7 4776 9606 1.72% ©.173%
18 12.800 1794 1801 1807 rVB2 40024 71163 12.71%  1.285%
19 12.892 1807 1816 1823 rBv2 137813 264871 47.29%  4.782%
20 13.038 1836 1840 1846 rVB 23711 35705 6.38% 0.645%
21 13.123 1846 1854 1857 rBV7 7287 15858 2.83% ©.286%
22 13.221 1865 1870 1873 rBV5 9057 16732 2.99% 0.302%
23 13.337 1878 1889 1891 rBvV4 36977 95810 17.11% 1.730%
24 13.361 1891 1893 1897 rVV2 33705 45404 8.11% 0©.820%
25 13.422 1897 1903 1909 rVV 192043 304408 54.35% 5.496%
26 13.483 1909 1913 1922 rVB3 71619 129996 23.21%  2.347%
27 13.568 1922 1927 1928 rBV4 9181 13218 2.36% ©.239%
28 13.623 1933 1936 1939 rVB3 11237 13711 2.45%  ©.248%
29 13.666 1939 1943 1951 rBV3 15088 34932 6.24% 0.631%
30 13.751 1951 1957 1961 rBV 120915 179350 32.02%  3.238%
31 13.818 1961 1968 1972 rBV 28690 48356 8.63% 0.873%
32 13.879 1975 1978 1980 rBV 9079 12113 2.16% 0.219%
33 13.910 1980 1983 1988 rVB3 35056 53282 9.51% 0.962%
34 13.965 1988 1992 1997 rVB2 29339 42284 7.55% ©.763%
35 14.013 1997 2000 2005 rVB3 13482 19693 3.52% ©.356%
36 14.074 2005 2010 2016 rVB2 45319 71662 12.80%  1.294%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081423\
Data File : VY015088.D

Acqg On ¢ 14 Aug 2023 18:46
Operator : SY/MD

Sample : 03989-02

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 25 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\82Y081423S.M
Title : SW846 8260
37 14.141 2016 2021 2026 rVBS8 11421 23974  4.28% 0.433%
38 14.245 2027 2038 2040 rBV6 31898 98465 17.58% 1.778%
39 14.306 2045 2048 2056 rVB3 43180 91436 16.33% 1.651%
40 14.379 2056 2060 2063 rBV2 35078 44033 7.86% 0.795%
41 14.416 2063 2066 2073 rVB4 16695 23657 4.22% 0.427%
42 14.513 2076 2082 2086 rVV5 17590 33585 6.00% 0.606%
43 14.568 2086 2091 2093 rVVv4 11645 22760 4.06% 0.411%
44 14.605 2093 2097 2102 rVV2 92250 126187 22.53% 2.278%
45 14.672 2102 2108 2114 rVV3 59414 157446 28.11% 2.842%
46 14.727 2114 2117 2124 rVB3 41572 69573 12.42% 1.256%
47 14.800 2124 2129 2132 rBvV4 8691 15868 2.83% 0.286%
48 14.830 2132 2134 2137 rVB5S 6420 6837 1.22% 0.123%
49 14.940 2142 2152 2161 rBV 317456 560057 100.00% 10.111%
50 15.050 2164 2170 2175 rBV4 30462 60064 10.72% 1.084%
51 15.098 2175 2178 2179 rBV3 6896 8516 1.52% 0.154%
52 15.202 2189 2195 2205 rVB4 41982 104886 18.73% 1.894%
53 15.281 2205 2208 2210 rBV4 5094 7326 1.31% 0.132%
54 15.342 2211 2218 2222 rVV6 18298 45416 8.11% 0.820%
55 15.391 2222 2226 2228 rVW4 14102 23771 4.24% 0.429%
56 15.428 2228 2232 2241 rVB2 41222 74316 13.27% 1.342%
57 15.537 2241 2250 2254 rBV2 15224 45134 8.06% 0.815%
58 15.598 2256 2260 2265 rVB3 16883 28679 5.12% 0.518%
59 15.678 2271 2273 2278 rVB4 9058 12741 2.27% 0.230%
60 15.879 2300 2306 2311 rBV7 10753 25423 4.54% 0.459%
61 15.952 2313 2318 2324 rVV5 22649 46024 8.22% 0.831%
62 16.025 2324 2330 2335 rVV8 15260 36546 6.53% 0.660%
63 16.086 2336 2340 2346 rVVv8 7353 14629 2.61% 0.264%
64 16.147 2346 2350 2356 rvVv2 14171 22409 4.00% 0.405%
65 16.214 2358 2361 2366 rVV7 3988 6962 1.24% 0.126%
66 16.281 2368 2372 2377 rVV3 15466 28683 5.12% 0.518%
67 16.354 2380 2384 2390 rVB3 12571 21052 3.76% 0.380%
68 16.482 2398 2405 2416 rVB7 19035 54106 9.66% 0.977%
69 16.586 2417 2422 2429 rVB3 7914 16593 2.96% 0.300%
Sum of corrected areas: 5539192
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081423\
Data File : VY015088.D

Acqg On : 14 Aug 2023 18:46
Operator : SY/MD

Sample : 03989-02

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.M
Quant Title : SW846 8260

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

Abundance TIC: VY015088.D\data.ms
300000
250000
200000
150000
100000

50000
3.942 4.704 5.740

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VY015088.D\data.ms

300000
250000

200000

10173 11.483
150000
8.685

100000 7783

50000 7.7 8.136

6.984

T ‘ ‘ ‘ —— — — — —T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY015088.D\data.ms

o

14.940
300000

250000
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200000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081423\
Data File : VY015088.D

Acqg On : 14 Aug 2023 18:46
Operator : SY/MD

Sample : 03989-02

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 .alpha.-Pinene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.331 60.64 ug/l 353648 Chlorobenzene-d5 11.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 95
2 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 94
3 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C10H16 004889-83-2 91
4 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-26-4 91
5 (+)-3-Carene 136 C1oH16 000498-15-7 87

Abundance Scan 1724 (12.331 min): VY015088.D\data.ms (-1716) (- m/z 93.10 100.00%

3

5000
77.0

39.0 — =
H 5.0 ‘ 12114461 12.00 12.50
o AN v N | u“hm‘ml_ m/z 91.00 47.58%
miz--> 20 40 60 80 100 120 140
Abundance #18035: .alpha.-Pinene
93.0
5000 T T //\A
12.00 12.50
77.0 .
41.0 m/z 92.10 38.22%
‘ 121.01360
O\\\’zw‘\p H‘ ﬁ “\\\\“\“\\\"\\\\.‘\
miz--> 20 100 120 140
Abundance #18190: (lR)—2,6,6—Tr|methylb|cyc|o[3.1.1]hept—2—ene
93.0
— -
12.00 12.50
5000 ITI/Z 77 .00 30.66%
710 121.0
41.0 .
136.0
0250 1 Il 860 H‘ R
miz-> 20 40 60 80 100 120 140 J\
Abundance  #18173: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl- P =
93.0 12.00 12.50
m/z 79.00 25.52%
5000
41.0 770
121.0
oot b e L)
miz--> 20 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081423\
Data File : VY015088.D

Acqg On : 14 Aug 2023 18:46
Operator : SY/MD

Sample : 03989-02

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Bicyclo[2.2.1]heptane, 2,2-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.581 35.37 ug/1 215360 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C1OH16 005794-04-7 97
2 Camphene 136 C10H16 000079-92-5 97
3 1,3,6-Heptatriene, 2,5,5-trimethyl- 136 C10H16 029548-02-5 91
4 2-Carene 136 C10H16 000554-61-0 86
5 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C1@H16 000099-86-5 81

Abundance Scan 1765 (12.581 min): VY015088.D\data.ms (-1758) (- m/z 93.10 100.00%
3.1

121.1
5000 200 j\ ﬁ
411 ' 107.1 i |
G 0 W
Oberrreerrerstere el W Wl L nyz 121,05 72.50%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18256: Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene
93.0
121.0 /\
5000 f T T T T j\\ I
41.0 79.0
107.0 12.50
136.0 m/z 91.00 41.80%
ol Al |
O \‘\\\\‘\\\\l\‘\\\iu{‘\\‘\‘\u!‘i\\\1“1\\\‘!\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17993: Camphene
93.0
121.0 12.50
5000 ITI/Z 79.00 36.24%
39.0 79.0
107.0
53.0 ‘ 136.0
0“Hjhu‘ﬂﬂquW‘_m“_‘J“‘H‘HM‘HMMH‘WEHW‘H‘_‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18133: 1,3,6-Heptatriene, 2,5,5-trimethyl- ‘ /\‘ ‘ ‘
93.0 12.50

m/z 66.95 31.81%

5000 79.0 121.0
41.0 107.0
27.0 55.0
L |
\‘ L]

m/z--> 20 30 40 50 60 70 80 90 100110120130 140 12 50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081423\
Data File : VY015088.D

Acqg On : 14 Aug 2023 18:46
Operator : SY/MD

Sample : 03989-02

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Bicyclo[3.1.1]heptane, 6,6-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.892 43.51 ug/1l 264871 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1@H16 018172-67-3 95
2 .beta.-Pinene 136 C10H16 000127-91-3 94
3 .alpha.-Pinene 136 C10H16 000080-56-8 93
4 Cyclohexene, 4-methylene-1-(1-me... 136 C10H16 000099-84-3 91
5 Bicyclo[3.1.0]hexane, 4-methylen... 136 C1@H16 003387-41-5 90

Abundance Scan 1816 (12.892 min): VY015088.D\data.ms (-1807) (- m/z 93.05 100.00%

93.0
5000
41.0
69.0 o L2
1211 12.50 13.00
0 wm‘,“H!_HWH_H‘Z‘Q?:Q m/z 41.65 34.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18259: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene
93.0
5000 41.0 = e
69.0 12.50 13.00
m/z 69.05 30.38%
N g
0 \\\‘\‘\‘\\i“\\H“\‘\““\\\‘l‘\\H‘\‘\“\\\"\\\1‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18023: .beta.-Pinene
93.0
4 —
12.50 13.00
5000 41.0 m/z 90.95  30.32%
69.0
‘ ‘ H | 121.0
olts ol b b W L
m/z--> 20 40 60 80 100 120 140 160 180 200 f\/ﬂ
Abundance #18035: .alpha.-Pinene 7 Pt
93.0 12.50 13.00
m/z 79.10 26.35%
5000
41.0
H 67.0“ 121.0
ot b o L
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\VY081423\
Data File : VY015088.D

Acqg On : 14 Aug 2023 18:46
Operator : SY/MD

Sample : 03989-02

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Eucalyptol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.483  21.35 ug/l 129996 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 96
2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 58
3 Ketone, methyl 2,2,3-trimethylcy... 154 C10H180 017983-22-1 25
4 2-Acetylcyclopentanone 126 C7H1002 001670-46-8 25
5 2-Heptanone, 3-propylidene- 154 C10H180 032064-70-3 20

Abundance Scan 1913 (13.483 min): VY015088.D\data.ms (-1909) (-  m/z 43.00 100.00%

43.0
81.0
5000 1111
154.2
s
L e s
omwm,uuu‘ Sl b L m/z 81.85  62.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30918: Eucalyptol
43.0
81.0
108.0
5000 T
154.0 13.50
m/z 71.10 49.55%
125.0
0 ‘J-‘S‘.(‘)‘U“"\H\‘\ ﬁﬂ\“ ““‘\‘\‘H‘ \‘\‘}\“\h\\li\\\‘\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #135218: Trifluoroacetyl-.alpha.-terpineol
43.0
ey
69.0 13.50
5000 108.0 154.0 ITI/Z 111.05 46.24%
L e e
oL b i H LU HH_L Y A
Miz--> 20 40 80 100 120 140 160
Abundance  #31179: Ketone, methyl 2,2,3-trimethylcyclopentyl T
43.0 13.50
69.0 m/z 69.10  40.75%
5000
96.0
‘ 136.0
154.0
I |0 RO O Y P O v -
m/z--> 20 40 0 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081423\
Data File : VY015088.D

Acqg On : 14 Aug 2023 18:46
Operator : SY/MD

Sample : 03989-02

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Undecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.751  29.46 ug/l 179350 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Decane 142 C1eH22 000124-18-5 72
3 Octane, 2,4,6-trimethyl- 156 C1l1H24 062016-37-9 64
4 Carbonic acid, octyl vinyl ester 200 C11H2003 1000383-25-5 58
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 53
Abundance Scan 1957 (13.751 min): VY015088.D\data.ms (-1951) (-  m/z 57.05 100.00%
57.0
5000
5 JN\A‘J\JM
= -
1191 1562 13.50 14.00
o‘H‘H"Hmmu‘\“:w‘!uuw“\u‘w‘,uw,‘H‘J,W_M%QH m/z 43.05 86.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
57.0
5000 - LA
85.0 13.50 14.00
20.0 m/z 41.10 55.14%
L L o aseo
O\\\‘\‘\\\‘}\\h“\‘\‘}\“!‘\\\H‘\\”\’\‘\\\’\\\1’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22067: Decane
43.0
— —
13.50 14.00
5000 m/z 71.10 52.87%
71.0
[T I
Y SN O A P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33101: Octane, 2,4,6-trimethyl- T 0
57.0 13.50 14.00
m/z 85.10 35.51%
5000
85.0
29.0
Ob el b 4 1270 1860 AZACSNA LAY
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081423\
Data File : VY015088.D

Acqg On : 14 Aug 2023 18:46
Operator : SY/MD

Sample : 03989-02

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 unknownl4.245 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.245 16.17 ug/1 98465 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptanone, 2-methyl- 126 C8H140 000932-56-9 46
2 1-Tricosene 322 C23H46 018835-32-0 43
3 2- Chloropropionic acid, decyl e... 248 C13H25C102 086711-78-6 38
4 Dichloroacetic acid, decyl ester 268 C12H22C1202 083005-00-9 30
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 015358-88-0 30

Abundance Scan 2038 (14.245 min): VY015088.D\data.ms (-2027) (- m/z 41.10 100.00%

41.1
83.0
5000
152.2 — —
3-9‘ 14.00 14.50
o—5 Nﬂuwum““‘ I A B m/z 55.05 92.01%
m/z--> 50 100 150 200 250 300
Abundance #13032: Cycloheptanone, 2-methyl-
53.0
98.0
5000 — —
14.00 14.50
m/z 43.00 78.47%
0 \‘H\ T \‘ T L e I B B B
m/z--> 50 100 150 200 250 300
Abundance #227234: 1-Tricosene
43.0, 83.0
T =
14.00 14.50
5000 m/z 57.00 68.39%
25.0
LT e
o— it
m/z--> 50 100 150 200 250 300
Abundance #132973: 2- Chloropropionic acid, decyl ester P =
43.0 14.00 14.50
m/z 83.05 64.70%
83.0
5000
140.0
| \\‘ ‘ 185.0
e T e e —— —
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081423\
Data File : VY015088.D

Acqg On : 14 Aug 2023 18:46
Operator : SY/MD

Sample : 03989-02

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 8
R.T. EstConc Area Relative to ISTD R.T.
14.605 20.73 ug/l 126187 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Hexadecane 226 C1l6H34 000544-76-3 49
3 Tetradecane 198 C14H30 000629-59-4 49
4 Undecane 156 C11H24 001120-21-4 47
5 Tridecane 184 C13H28 000629-50-5 46

Abundance Scan 2097 (14.605 min): VY015088.D\data.ms (-2093) (- m/z 57.05 100.00%
57.0

=

5000 119.1
85.0
o e
‘ H ‘ 148.1 14.50 15.00
Ob el bl o L L ATEL 2070 Gy 4305 83.43%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45479: Dodecane
43.0
71.0
5000 —

T ‘
14.50 15.00
m/z 71.10 58.40%

98H.0 127.0 170.0
Il L

O‘\\\\‘}\\\“\\}\‘\‘\\\‘\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
e —
14.50 15.00
5000 ITI/Z 119.05 47.14%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ el 11%0‘14‘1'0 169.0 226.0
et e e e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane e s
57.0 14.50 15.00

m/z 41.05 44.34%

5000
85.0
29.0
L L 190 0 sea 1380

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081423\
Data File : VY015088.D

Acqg On : 14 Aug 2023 18:46
Operator : SY/MD

Sample : 03989-02

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.672  25.86 ug/l 157446  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 87
2 p-Cymene 134 C1oH14 000099-87-6 60
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 60
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 55
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 55

Abundance Scan 2108 (14.672 min): VY015088.D\data.ms (-2102) (- m/z 119.05 100.00%
119.1
5000
91.0 v s S
39.0 650 ‘ 148.1 14.50 15.00
0 m_m‘,h et il L1682 116 65 a4.68%
m/z--> 20 60 80 100 120 140 160
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 = SAVI
14.50 15.00
910 m/z 134.85  26.85%
39.0 65.0 ‘
O\1\5\‘\‘}\\"‘\\‘\\‘\\\\‘H‘\\\\‘M l\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16993: p-Cymene
119.0 J\
RV WAV
14.50 15.00
5000 m/z 133.05 23.71%
91.0
390 650 ‘
miz--> 20 40 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- A e —
119.0 14.50 15.00
m/z 91.00  22.15%
5000
91.0
L R R
L I S R B e —
m/z--> 200 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\VY081423\
Data File : VY015088.D

Acqg On : 14 Aug 2023 18:46
Operator : SY/MD

Sample : 03989-02

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 (+)-2-Bornanone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.940  91.99 ug/l 560057 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 98
2 Camphor 152 C10H160 000076-22-2 98
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 96
4 2-Butanone, 4-(5-methyl-2-furanyl)- 152 C9H1202 013679-56-6 49
5 1-Adamantanol 152 C10H160 000768-95-6 43
Abundance Scan 2152 (14.940 min): VY015088.D\data.ms (-2142) (- m/z 95.05 100.00%
95.0
5000 411
69.0 152.1
‘ 191 15 00
0 L 1821 2072 66.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29113: (+)-2-Bornanone
95.0
5000 41.0
69.0 152.0 15, oo
44.17%
0l15.0 L Jieso, |
N \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29050: Camphor
41.0 95.0
15 00
m/z 108.10 37.50%
5000 69.0 /
152.0
0 "w‘“H‘{“m‘whm‘ el {1219
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S =
95.0 15. OO
34.42%
5000 41.0 600
152.0
5150 I 1230, ‘
- \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 15 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081423\
Data File : VY015088.D

Acqg On : 14 Aug 2023 18:46
Operator : SY/MD

Sample : 03989-02

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Decane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.202 17.23 ug/1 104886 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 62
2 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 58
3 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 58
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 52
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 50

Abundance Scan 2195 (15.202 min): VY015088.D\data.ms (-2189) (- m/z 57.05 100.00%
57.0

-

5000
85.1 o e
1131 1451 15.00 15.50
0 m/z 71.10 66.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33088: Decane, 2-methyl-
43.0
5000 71.0 R T
15.00 15.50
m/z 43.10 58.88%
113.0
O\‘\‘\‘\\“\\\‘!“\\‘M\‘w‘\\\“\\U\‘\\\1\4"‘1-\.0\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14552: Heptane, 2,6-dimethyl-
43.0
—— —
15.00 15.50
5000 ITI/Z 41.05 46.66%
71.0
113.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester — —
57.0 15.00 15.50
m/z 56.00 32.68%
5000
29.0 850 1130
T e
0“‘M“M“‘M‘M1‘ L SR S i e e
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081423\
Data File : VY015088.D

Acqg On : 14 Aug 2023 18:46
Operator : SY/MD

Sample : 03989-02

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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|
.alpha.-Pinene 12.331 60.6 ug/l 353648 3 11.483 291617 50.0
Bicyclo[2.2.1]h... 12.581 35.4 ug/l 215360 4 13.422 304408 50.0
Bicyclo[3.1.1]h... 12.892  43.5 ug/l 264871 4 13.422 304408 50.0
Eucalyptol 13.483 21.4 ug/l 129996 4 13.422 304408 50.0
Undecane 13.751 29.5 ug/l 179350 4 13.422 304408 50.0
unknown14.245 14.245 16.2 ug/l 98465 4 13.422 304408 50.0
Dodecane 14.605 20.7 wug/l 126187 4 13.422 304408 50.0
Benzene, 1l-ethy... 14.672 25.9 ug/l 157446 4 13.422 304408 50.0
(+)-2-Bornanone 14.940 92.0 ug/l 560057 4 13.422 304408 50.0

2 4 0

Decane, 2-methyl- 15.202 17. ug/l 104886 13.422 304408 50.
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