LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092321\
Data File : VY006121.D

Acqg On : 23 Sep 2021 14:01
Operator : SY/MD

Sample : M3875-11

Misc : 4.35G/5ML/MSVOA_Y/SOIL

ALS vial : 8 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\82Y091421S.M

Title : SW846 8260

Signal : TIC: VY@06121.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.875 5 9 17 rVB2 39799 65638 2.70% 0.439%
2 2.235 62 68 82 rvB2 30439 63058 2.60% 0.422%
3  3.272 230 238 251 rVB2 13929 39638 1.63% 0.265%
4 3,954 340 350 359 rBV 274357 747761 30.79% 5.001%
5 4.046 359 365 376 rVB2 56194 152994 6.30% 1.023%

6 4.210 381 392 413 rBvV3 39051 130775 5

7 4.820 482 492 505 rVW2 53844 192172 7

8 6.996 834 849 862 rBV 32846 92535 3.81%

9 7.722 958 968 974 rBV 81813 197106 8
7.795 974 980 992 rVB 166747 374405 15.
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11  8.149 1029 1038 1051 rVB 90167 208104  8.57%
12 8.697 1117 1128 1138 rBV 206270 417321 17.19%
13 10.185 1363 1372 1377 rVV 325598 566323 23.32%
14 10.246 1377 1382 1395 rVV 291759 493869 20.34%
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15 11.490 1579 1586 1595 rBV 256004 422370 17.39% 825%
16 11.715 1617 1623 1632 rVB2 32434 65072 2.68% 0.435%
17 11.886 1641 1651 1659 rBV 104030 163873 6.75%  1.096%
18 12.307 1713 1720 1722 rBV 61944 91464 3.77% 0.612%
19 12.337 1722 1725 1731 rVB 63778 98579 4.06% 0.659%
20 12.483 1743 1749 1752 rBV2 202799 356329 14.67%  2.383%

21 12.514 1752 1754 1761 rVV 195280 253127 10.42%
22 12.806 1788 1802 1810 rBV2 72864 176384  7.26%
23 12.898 1810 1817 1824 rVB4 37222 71770 2.96%
24 12.983 1824 1831 1843 rBV 247830 402741 16.58%
25 13.160 1855 1860 1866 rVB 577716 778915 32.08%
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26 13.251 1866 1875 1879 rBV7 23374 57325 2.36%
27 13.343 1879 1890 1898 rVV2 1520043 2428363 100.00% 16.
28 13.428 1898 1904 1909 rVV 202849 338754 13.95%
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29 13.489 1909 1914 1918 rVV 193958 312547 12.87% 090%
30 13.532 1918 1921 1927 rVWV 50822 81835 3.37% 547%
31 13.751 1949 1957 1963 rBV 1210877 1675691 69.00% 11.207%
32 13.898 1972 1981 1988 rBV 161831 289417 11.92%  1.936%
33 13.971 1988 1993 1997 rwv2 28130 49001 2.02% 0.328%
34 14.020 1997 2001 2007 rVB5 16080 27052 1.11% ©.181%
35 14.105 2012 2015 2018 rVWV 19699 27744  1.14% 0.186%
36 14.148 2018 2022 2028 rVB3 28786 46457 1.91% 0.311%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092321\
Data File : VY006121.D

Acqg On : 23 Sep 2021 14:01
Operator : SY/MD

Sample : M3875-11

Misc : 4.35G/5ML/MSVOA_Y/SOIL

ALS vial : 8 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\82Y091421S.M
Title : SW846 8260
37 14.239 2033 2037 2040 rBV4 24123 46155 1.90% ©0.309%
38 14.318 2046 2050 2054 rvB2 29771 38622 1.59% 0.258%
39 14.385 2057 2061 2064 rVv2 25025 33179 1.37% 0.222%
40 14.611 2088 2098 2103 rBV 562273 749800 30.88% 5.015%
41 14.678 2103 2109 2113 rVv4 22834 54146  2.23% 0.362%
42 14.733 2113 2118 2124 rVB 74124 115156 4.74% 0.770%
43 14.946 2148 2153 2158 rBV3 69457 118819 4.89% 0.795%
44 15.056 2165 2171 2173 rBV3 19707 40749 1.68% 0.273%
45 15.099 2174 2178 2179 rVV3 30598 45413 1.87% 0.304%
46 15.135 2180 2184 2192 rVV4 130388 223488 9.20% 1.495%
47 15.215 2192 2197 2204 rVB 101808 163093 6.72% 1.091%
48 15.440 2229 2234 2241 rBV 293027 423862 17.45%  2.835%
49 15.544 2249 2251 2256 rVB3 21982 30136 1.24% 0.202%
50 15.611 2256 2262 2267 rVB3 37744 73491 3.03% 0.492%
51 15.970 2316 2321 2325 rBV3 23730 38415 1.58% 0.257%
52 16.019 2325 2329 2336 rVV6 31799 73567 3.03% 0.492%
53 16.099 2336 2342 2347 rVB4 34347 75576  3.11% ©.505%
54 16.159 2347 2352 2358 rBV 56866 98784 4.07% 0.661%
55 16.233 2359 2364 2369 rBV2 22044 37875 1.56% 0.253%
56 16.367 2379 2386 2392 rBV 264118 472487 19.46% 3.160%
57 16.477 2400 2404 2409 rBV6 19403 42634 1.76% ©0.285%

Sum of corrected areas: 14951956
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92321\
Data File : VY006121.D

Acqg On : 23 Sep 2021 14:01
Operator : SY/MD

Sample : M3875-11

Misc : 4.35G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

Abundance TIC: VY006121.D\data.ms
1400000
1200000
1000000

800000
600000

400000
3.954

200000

.875 2.235 3.272 .04 210 4.820
0 TTTT ‘ TTTT ‘ TTrTT ‘ TTTT ‘ L ‘ TTTT ‘ L ‘ T ‘ L ‘ T ‘ T ‘ T ‘ T ‘ T ‘ T v—rv—r\ T ‘ F'V_Y*Y" T ‘ TT T ‘ T ‘ TTTT ‘ T ‘ TTTT ‘ T ‘ L ‘
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: VY006121.D\data.ms

1400000
1200000
1000000

800000

600000

400000
10,
Ag%ae 11.490

200000 7.795

7.7 8.149
6.996 /\ 11.71¢
0

I T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00

Abundance TIC: VY006121.D\data.ms
13.843

— —T— —
10.50 11.00 11.50

1400000
13.751

1200000
1000000
800000

600000 13.160 14.611

400000
12.983
200000 | 886 Le2s :
'/\ 123857 m 12.896 251\ 13
0 ]Y\ T T T ‘ T T T

T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92321\
Data File : VY006121.D

Acqg On : 23 Sep 2021 14:01
Operator : SY/MD

Sample : M3875-11

Misc : 4.35G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Cyclopentane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.820 25.66 ug/l 192172  Pentafluorobenzene 7.795

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H1e0 000287-92-3 86
2 1-Pentene 70 C5H1e 000109-67-1 72
3 Cyclobutane, methyl- 70 C5H1e0 000598-61-8 72
4 Cyclobutanone 70 C4He0 001191-95-3 9

5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 9
Abundance Scan 492 (4.820 min): VY006121.D\data.ms (-482) (-) m/z 42.10 100.00%

42.1
5000
70.1

‘ 4.40 4.60 4.80 5.00 5.20

ol 2070 myz s5.100 43.27%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #635: Cyclopentane
42.0
5000 BB B e e e e

4.40 4.60 4.80 5.00 5.20

70.0
m/z 70.10 35.07%
O\‘\\\\‘\U\\“}‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #631: 1-Pentene
42.0
B A
4.40 4.60 4.80 5.00 5.20
5000 ITI z 41.10 33.40%
70.0
150‘ I
-+l o
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #655: Cyclobutane, methyl- EmasERaa SR
42.0 4.40 4.60 4.80 5.00 5.20

m/z 39.10 25.91%

5000
‘ ‘ 70.0
0 \\ Al ‘

m/z--> 0 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92321\
Data File : VY006121.D

Acqg On : 23 Sep 2021 14:01
Operator : SY/MD

Sample : M3875-11

Misc : 4.35G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2,7-Octanedione Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.806 26.03 ug/l 176384  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,7-Octanedione 142 C8H1402 001626-09-1 50
2 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 43
3 Decane 142 C1leH22 000124-18-5 38
4 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 22
5 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 18

Abundance Scan 1802 (12.806 min): VY006121.D\data.ms (-1788) (- m/z 43.10 100.00%

43.1
5000
“ 85‘ SR ( 12:50 13.00
— mMMM‘M“ it 40 2071 2808 /7 s7.e5  43.72%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22614: 2,7-Octanedione
43.0
5000
12. 50 13 OO
84.0 m/z 41.10 42.83%
0 I ‘ J\‘ 142.0
\\\‘\H\‘\H\’\\H‘\\H‘H\\‘\H\‘\H\’\\H‘HH‘H\\‘\H\’\H\’\\H‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester
43.0
12. 50 13 OO
5000 ITI/Z 58.10 42.69%
85.0
L, s
VY S 0 e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22068: Decane i =
43.0 12.50 13.00
m/z 71.10 27.27%
5000
85.0
L e
0 I e -

m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92321\
Data File : VY006121.D

Acqg On : 23 Sep 2021 14:01
Operator : SY/MD

Sample : M3875-11

Misc : 4.35G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 (2E,4E)-3,7-Dimethylocta-2,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.983 59.44 ug/l 402741  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2E,4E)-3,7-Dimethylocta-2,4-diene 138 C10H18 006874-39-1 96
2 (2z,4E)-3,7-Dimethyl-2,4-octadiene 138 C1@H18 1000374-08-4 94
3 Cyclopentane, (3-methylbutylidene)- 138 C10H18 053366-51-1 80
4 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 002778-68-9 80
5 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18 001124-27-2 80

Abundance Scan 1831 (12.983 min): VY006121.D\data.ms (-1824) (- m/z 95.10 100.00%

9!:
67.1
5000
138.2 K A
L

LU
Mu‘ww‘ﬂmwu"H‘WHH‘HH_‘H_‘H_H‘_HW‘HWH‘WH m/z 67.10  69.28%

0 | 206.9 281.
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19492: (2E 4E)-3,7-Dimethylocta-2,4-diene
67. O
5000 ‘ A‘*
138.0 13.00
3o m/z 138.20  36.54%
O ’\‘\‘\\‘i“\\‘\‘“\“M‘\\“M‘H‘\““H‘H“HH“HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19491: (2Z,4E)-3,7-Dimethyl-2,4-octadiene jL
95.0
e
67.0 13.00 )
5000 ITI/Z 82.05 35.69%
138.0
4 Ll
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19498: Cyclopentane, (3-methylbutylidene)- L ‘J‘\‘
95.0 13.00
m/z 41.10 31.65%
67.0
5000
‘ 138.0 /\n
m/z--> 20 40 60 80 100120140160180200220240260280 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92321\
Data File : VY006121.D

Acqg On : 23 Sep 2021 14:01
Operator : SY/MD

Sample : M3875-11

Misc : 4.35G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Eucalyptol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.489 46.13 ug/l 312547 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 99
2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 80
3 1,2-Cyclohexanediol, 3-methyl-6-... 172 C10H2002 042962-93-6 37
4 2-Oxabicyclo[2.2.2]octan-6-01, 1... 212 C12H2003 057709-95-2 35
5 Cyclohexanol, 1-methyl-4-(1-meth... 154 C1@H180 007299-40-3 32

Abundance Scan 1914 (13.489 min): VY006121.D\data.ms (-1909) (- m/z 43.10 100.00%
3.1

3

81.1

5000

— |

13.50
C
rerrrreled 2069 2995 m/z 81.10  53.23%

m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #30918: Eucalyptol
43.0
81.0
108.0
5000

154.0 13.50
H HH‘ W L1

o

m/z 71.05 47.14%

150, |

O\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #135218: Trifluoroacetyl-.alpha.-terpineol
43.0

i
13.50
5000 41.10 40.10%

91080 1540 m/z
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #47211: 1,2-Cyclohexanediol, 3-methyl-6-(1-methylethyl)-

43.0 13.50
m/z 108.10 39.76%

o

84.0 111.0139.0
5000

160H ‘ 172.0
om‘,u‘w:‘u‘“wu pa

m/z--> 20 40 60 80 100120140160 180200220 240 260 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92321\
Data File : VY006121.D

Acqg On : 23 Sep 2021 14:01
Operator : SY/MD

Sample : M3875-11

Misc : 4.35G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Undecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.751 247.33 ug/l 1675690 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Decane 142 C10H22 000124-18-5 83
3 Hexadecane 226 C16H34 000544-76-3 83
4 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 72
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 64
Abundance Scan 1957 (13.751 min): VY006121.D\data.ms (-1949) (- m/z 57.10 100.00%
57.1
5000
85.0
— —
13.50 14.00
113.2 156.2
O e b T o e P e m/z 43.18 95.12%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #33081: Undecane
57.0
5000 - :
13.50 1400
. m/z 41.10 53.37%
290 85.0
L o seo
O‘HH‘HH‘H‘H‘l\HH‘H\‘\‘H\\‘\HM\H\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22067: Decane
43.0
1350 1400
5000 m/z 71.10 48.39%
71.0
L) Jeeo o
0‘\MU\u‘u‘u‘\m‘mwmWm‘mWm‘\m‘\m,\m‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107217: Hexadecane -
57.0 13.50 1400
m/z 85.05 28.99%
5000
85.0
29.0
et e A A e e e e e —
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 13 50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92321\
Data File : VY006121.D

Acqg On : 23 Sep 2021 14:01
Operator : SY/MD

Sample : M3875-11

Misc : 4.35G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 7-Octen-2-0l, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.898 42.72 ug/l 289417 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Octen-2-0l1, 2,6-dimethyl- 156 C10H200 018479-58-8 90
2 1-Cyclohexyl-2-methyl-2-propanol 156 C10H200 005531-30-6 64
3 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 56
4 2-Octanol, 2,6-dimethyl- 158 C10H220 018479-57-7 53
5 1,7-Octanediol, 3,7-dimethyl- 174 C10H2202 000107-74-4 50

Abundance Scan 1981 (13.898 min): VY006121.D\data.ms (-1972) (- m/z 59.10 100.00%

59.1
5000
H ‘ 123.1 1350 14.00
ol | ey 280 55.10  24.57%
miz--> 50 100 150 200 250
Abundance #32937: 7-Octen-2-ol, 2,6-dimethyl-
59.0
5000
1350 1400
m/z 43.10 24.37%
“ 123.0
O T T ”\‘ ‘\‘ ‘ m} ‘”‘ \“9\41‘.‘0 T \‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 100 150 200 250
Abundance #32958:1—CydohexyL24neﬂwL21nopano
59.0
= P
1350 14.00
5000 41.05  22.49%
oL ‘2?“‘% H‘H ‘\ @1(‘) ‘12‘3‘0\‘\ — — —
miz--> 100 150 200 250
Abundance #32957:24)danm,24nemyL64nemymne— ‘
59.0 1350 1400
67.10 14.48%
5000
LT
0 “ \H M\ ‘HH ‘M ! ‘1390

miz--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92321\
Data File : VY006121.D

Acqg On : 23 Sep 2021 14:01
Operator : SY/MD

Sample : M3875-11

Misc : 4.35G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Dodecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.611 110.67 ug/l 749800 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Undecane 156 C11H24 001120-21-4 86
5 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 83

Abundance Scan 2098 (14.611 min): VY006121.D\data.ms (-2088) (-~ m/z 57.10 100.00%

57.1
5000
145 1500
98.19371 1702 ' '
ol HwH‘ I oS Ty 2080 2601 m/z 43.10  89.66%
miz--> 50 100 150 200 250
Abundance #45478: Dodecane
57.0
5000 — B
14.50 15.00
m/z 71.10 53.50%
27,0 ‘ | 9801270 170.0
O T T ‘\ ‘\‘ ‘ ‘\ ‘\‘ “ H \H T ‘\ T ‘ T 1 T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecy! ester
57.0
— ==
14.50 15.00
5000 ITI/Z 41.10 52.48%
97.0
0 280) | Hh‘ ‘\ \” [127.0 168.0197.0 241.0
— L S
Miz--> 50 100 150 200 250
Abundance #74006: Tetradecane T —7
57.0 14.50 15.00
m/z 85.10 30.88%
5000
27,0
Ol Im0 o e
(LR NN B A v it — =
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92321\
Data File : VY006121.D

Acqg On : 23 Sep 2021 14:01
Operator : SY/MD

Sample : M3875-11

Misc : 4.35G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 .alpha.-Terpineol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.135 32.99 ug/l 223488 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Terpineol 154 C10H180 000098-55-5 90
2 3-Cyclohexene-1-methanol, .alpha... 154 C10H180 007785-53-7 72
3 2-Carene 136 C10H16 000554-61-0 70
4 (+)-4-Carene 136 C1OH16 029050-33-7 64
5 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 P07785-70-8 55

Abundance Scan 2184 (15.135 min): VY006121.D\data.ms (-2180) (-  m/z 59.10 100.00%

59.1
93.1
5000 136.1
1 r—
H\ 1841 2320 281 1500 1550
ol b e FEES 292D SSLe sz 43,100 91.97%
miz--> 50 100 150 200 250
Abundance #31000: .alpha.-Terpineol
59.0
93.0
5000 A L
136.0 15.00 15.50
m/z 93.10 68.89%
27.0‘ H
0% \“\H{“‘h‘ H\H‘r“\ ““\ \‘\H\ L B B B B B e
miz--> 50 100 150 200 250
Abundance #31331: 3-Cyclohexene-1-methanol, .alpha.,.alpha.,4-trin
59.0
= —
15.00 15.50
5000 93.0 ITI/Z 57.10 58.11%
136.0
27.0‘ ‘
M ‘m h‘\‘\ h‘\‘ H\ 1 T
[oJRE I A1 L U e e
m/z--> 50 100 150 200 250
Abundance #17994: 2-Carene T —
93.0 15.00 15.50
m/z 121.15 54.71%
136.0
5000
41.0
oL ‘H‘ LH “\H‘th‘ \‘h “\‘\Mh‘ \“ , \‘ — — — . );\ / e
m/z--> 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\VY©92321\
Data File : VY006121.D

Acqg On : 23 Sep 2021 14:01
Operator : SY/MD

Sample : M3875-11

Misc : 4.35G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.440 62.56 ug/l 423862 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tetradecane 198 C14H30 000629-59-4 91
3 Hexadecane 226 C16H34 000544-76-3 86
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 59

Abundance Scan 2234 (15.440 min): VY006121.D\data.ms (-2229) (- m/z 57.10 100.00%
57.1

> KJ\AAJ\FV/\,AJLVHV/\
‘ 15,50
99.1 184.3 . :
om_m_H!‘,H“e‘,umw_&‘ﬁlmzww,w,”“‘2‘3‘%‘1‘”‘%‘?‘1‘1- m/z 43.10  84.71%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59026: Tridecane
57.0
5000 1
15.50
2710 m/z 71.15 58.39%
L0 aa10 1810
O\H‘\M\HH"\\‘}\"1\H“‘H”\‘\‘\\\‘H\\‘\H\’}H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74006: Tetradecane
57.0
P
15.50
5000 ITI/Z 41.10 51.46%
27,0
CLL LU0 amo e
ouw:”“m‘,m,‘!m‘\H:M_m_ww,‘H‘,w_wwww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107218: Hexadecane —
57.0 15.50
m/z 85.15 36.13%
) MLJ\M
o 27,0 ‘ L i Jggo 1410 1830 226.0
e b e e e e —
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92321\
Data File : VY006121.D

Acqg On : 23 Sep 2021 14:01
Operator : SY/MD

Sample : M3875-11

Misc : 4.35G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Tetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.367 69.74 ug/l 472487 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 98
2 Hexadecane 226 C1l6H34 000544-76-3 87
3 Tridecane 184 C13H28 000629-50-5 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 80
Abundance Scan 2386 (16.367 min): VY006121.D\data.ms (-2379) (- m/z 57.10 100.00%
57.1
o W/\L
‘ 16.0016.2016.4016.60
99.1 . . . .
141.2 198.3
ol Mu bdo=, a2 TS 28L¢ ;4310 86.55%
miz-> 50 100 150 200 250
Abundance #74006: Tetradecane
57.0
5000 L L B L B IR
16.0016.2016.4016.60
m/z 71.10 61.14%
27,0 99.0
PLLLS, sm0 1500
0" \“M\”\‘\“\“‘ A i"\\\\“\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #107217: Hexadecane
57.0
R ABEAAERESE S S
16.0016.2016.4016.60
5000 m/z 41.10 48.25%
27.0
o AL 1010 1es0 2260
miz--> 50 100 150 200 250
Abundance #59028: Tridecane T
57.0 16.0016.2016.4016.60
m/z 85.10 39.98%
5000
27,0 H 99.0 184.0
o ST T, aag te0
m/z--> 50 100 150 200 250 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092321\
Data File : VY006121.D

Acqg On : 23 Sep 2021 14:01
Operator : SY/MD

Sample : M3875-11

Misc : 4.35G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.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|
Cyclopentane 4.820 25.7 ug/l 192172 1 7.795 374405 50.0
2,7-0Octanedione 12.806 26.0 ug/l 176384 4 13.428 338754 50.0
(2E,4E)-3,7-Dim... 12.983 59.4 ug/l 402741 4 13.428 338754 50.0
Eucalyptol 13.489 46.1 ug/l 312547 4 13.428 338754 50.0
Undecane 13.751 247.3 ug/l 1675690 4 13.428 338754 50.0
7-Octen-2-01, 2... 13.898 42.7 ug/l 289417 4 13.428 338754 50.0
Dodecane 14.611 110.7 ug/1 749800 4 13.428 338754 50.0
.alpha.-Terpineol 15.135 33.0 ug/l 223488 4 13.428 338754 50.0
Tridecane 15.440 62.6 ug/l 423862 4 13.428 338754 50.0
Tetradecane 16.367 69.7 wug/l 472487 4 13.428 338754 50.0
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