LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111721\
Data File : VY006784.D

Acqg On : 17 Nov 2021 13:33
Operator : SY/MD

Sample : M4693-03

Misc : 5.49G/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\82Y111521S.M

Title : SW846 8260

Signal : TIC: VY@06784.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.869 4 8 18 rVB3 7183 13458 1.41% 0.153%
2 2.229 62 67 79 rBv4 4558 12740 1.34% 0.145%
3 2.534 110 117 125 rBV8 3600 11565 1.21% 0.131%
4 3,954 338 350 363 rBV2 39154 112446 11.80% 1.278%
5 4.204 381 391 402 rBV 4354 11768 1.23% 0.134%
6 4.729 465 477 490 rBV2 11259 37296 3.91% 0.424%
7 6.997 839 849 861 rBV 9467 27078 2.84% 0.308%
8 7.728 958 969 975 rBV 84543 204976 21.51% 2.329%
9 7.801 975 981 990 rVB 142818 320501 33.63% 3.642%
10 8.155 1028 1039 1050 rVB 101843 237291 24.90% 2.696%
11  8.697 1118 1128 1138 rBV 231213 449357 47.15%  5.106%
12 9.191 1196 1209 1215 rVV3 19532 50883 5.34% 0.578%
13 9.472 1244 1255 1260 rBvV3 5958 15130 1.59% 0.172%
14 9.612 1272 1278 1287 rVB3 10468 22117  2.32% 0.251%
15 9.764 1292 1303 1307 rBvV2 8962 19347 2.03% 0.220%
16 9.825 1307 1313 1317 rBv2 22692 41390 4.34% 0.470%
17  9.959 1325 1335 1348 rVB5 23135 74273  7.79%  0.844%
18 10.075 1348 1354 1364 rBV6 8052 22499 2.36% 0.256%
19 10.185 1364 1372 1388 rBV 449020 864897 90.75% 9.828%
20 10.368 1394 1402 1410 rVB3 31015 90131 9.46% 1.024%
21 10.526 1423 1428 1434 rVB2 61325 107538 11.28% 1.222%
22 10.624 1434 1444 1449 rBV2 33714 69634 7.31% 0.791%
23 10.715 1455 1459 1464 rVB4 10529 17090 1.79% 0.194%
24 10.807 1469 1474 1481 rVB 28659 43705 4.59% 0.497%
25 10.904 1481 1490 1497 rBV 13837 30034 3.15% 0.341%
26 10.978 1497 1502 1504 rBV3 10553 18164 1.91% 206%
27 11.008 1504 1507 1508 rVV 18088 23119 2.43% 263%

28 11.038 1508 1512 1517 rWV 64783 113243 11.88%
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R

29 11.093 1517 1521 1526 rWV 77943 133435 14.00% 516%
30 11.148 1526 1530 1534 rVV 14594 22005 2.31% 250%
31 11.209 1534 1540 1544 rVv2 21868 39062 4.10% 0.444%
32 11.295 1544 1554 1563 rVB4 43038 110626 11.61% 1.257%
33 11.386 1563 1569 1573 rBV 24390 39811 4.18%  0.452%
34 11.496 1580 1587 1596 rBV 328018 534878 56.12% 6.078%
35 11.593 1596 1603 1607 rBV3 32294 65835 6.91% 0.748%
36 11.630 1607 1609 1613 rVB2 14480 16252 1.71% 0.185%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111721\
Data File : VY006784.D

Acqg On : 17 Nov 2021 13:33
Operator : SY/MD

Sample : M4693-03

Misc : 5.49G/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\82Y111521S.M
Title : SW846 8260
37 11.703 1613 1621 1625 rBV4 47401 125534 13.17% 1.427%
38 11.904 1648 1654 1663 rVB4 10421 22144  2.32% 0.252%
39 12.032 1663 1675 1683 rBV6 49032 166186 17.44% 1.888%
40 12.124 1687 1690 1693 rVB3 8784 11829 1.24% 0.134%
41 12.166 1693 1697 1699 rBV3 7956 11698 1.23% 0.133%
42 12.203 1699 1703 1707 rVV 25371 41822 4.39% 0.475%
43 12.246 1707 1710 1715 rVB5 14043 24658 2.59% 0.280%
44 12.337 1720 1725 1731 rVB2 110094 177202 18.59% 2.014%
45 12.489 1744 1750 1758 rBV2 540634 953038 100.00% 10.830%
46 12.587 1758 1766 1771 rVB3 19760 40165 4.21% 0.456%
47 12.648 1771 1776 1784 rVB3 20206 48025 5.04% 0.546%
48 12.739 1784 1791 1794 rBV 37270 65137 6.83% 0.740%
49 12.813 1798 1803 1813 rVV3 75657 152011 15.95% 1.727%
50 12.898 1813 1817 1822 rVB2 14818 26039 2.73% 0.296%
51 12.977 1822 1830 1836 rBV 27351 53033 5.56% 0.603%
52 13.044 1837 1841 1849 rVB5 14741 30009 3.15% 0.341%
53 13.123 1849 1854 1868 rVB2 78726 168225 17.65% 1.912%
54 13.251 1868 1875 1878 rBV6 13811 24349  2.55% 0.277%
55 13.319 1878 1886 1888 rvv4 21787 39703 4.17% 0.451%
56 13.367 1891 1894 1899 rVV 72332 111177 11.67% 1.263%
57 13.428 1899 1904 1912 rVV2 237222 418802 43.94%  4.759%
58 13.489 1912 1914 1919 rvB3 22875 31032 3.26% ©.353%
59 13.629 1933 1937 1940 rVvV 58526 87505 9.18% 0.994%
60 13.666 1940 1943 1952 rVB2 33797 58365 6.12% 0.663%
61 13.751 1952 1957 1962 rBV3 33146 55246 5.80% 0.628%
62 13.825 1962 1969 1973 rVB2 13815 23679 2.48% 0.269%
63 13.886 1975 1979 1982 rBV 15760 25210 2.65% 0.286%
64 13.916 1982 1984 1988 rVV 18023 20858 2.19% 0.237%
65 13.971 1988 1993 1999 rVB2 48785 80374 8.43% 0.913%
66 14.081 2006 2011 2016 rBV3 31306 50797 5.33% 0.577%
67 14.215 2028 2033 2037 rBvV2 13573 22451 2.36% 0.255%
68 14.264 2037 2041 2043 rBV4 7710 12535 1.32% 0.142%
69 14.312 2043 2049 2057 rVvv2 54165 133678 14.03% 1.519%
70 14.385 2057 2061 2064 rVv2 13211 17792 1.87% 0.202%
71 14.422 2064 2067 2071 rVB4 9786 12049 1.26% 0.137%
72 14.520 2079 2083 2086 rVB3 6811 10400 1.09% 0.118%
73 14.568 2086 2091 2095 rVV 16703 26835 2.82% 0.305%
74 14.617 2095 2099 2103 rVB 15514 23297 2.44%  0.265%
75 14.684 2103 2110 2116 rBV3 40410 96296 10.10% 1.094%
76 14.739 2116 2119 2125 rVB6 11350 20318 2.13% 0.231%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111721\
Data File : VY006784.D

Acqg On : 17 Nov 2021 13:33
Operator : SY/MD

Sample : M4693-03

Misc : 5.49G/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\82Y111521S.M

Title : SW846 8260

77 14.837 2130 2135 2139 rBV2 12257 17867 1.87% 0.203%
78 14.946 2148 2153 2158 rBV2 46859 76610 8.04% 0.871%
79 15.056 2166 2171 2177 rVB2 11498 25098 2.63% 0.285%
80 15.135 2181 2184 2190 rVB6 5525 10351 1.09% ©.118%
81 15.239 2191 2201 2207 rBV 507760 851380 89.33% 9.675%
82 15.336 2213 2217 2223 rBvV2 13563 24367 2.56% 0.277%
83 15.434 2230 2233 2240 rVB7 7644 13566 1.42% 0.154%
84 15.532 2240 2249 2253 rBvV4 7158 15596 1.64% ©.177%
85 15.690 2267 2275 2277 rVV6 5031 12578 1.32% ©.143%
86 15.727 2278 2281 2286 rVB4 8259 14247 1.49% 0.162%
87 16.038 2324 2332 2337 rBV9 6761 16555 1.74% 0.188%
88 16.227 2356 2363 2368 rBV8 5299 11822 1.24% ©.134%
89 16.294 2368 2374 2381 rVB 48920 95557 10.03% 1.086%
90 16.489 2399 2406 2414 rBV 34363 71394 7.49% 0.811%

Sum of corrected areas: 8800065
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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\VY111721\

: VY006784.D

: 17 Nov 2021 13:33

: SY/MD

: M4693-03

: 5.49G/5ML/MSVOA_Y/SOIL

: 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111521S.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

500000

400000

300000

200000

100000

0

TIC: VY006784.D\data.ms

3.954

869 2229 2534 4.204 4.729

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

500000

400000

300000

200000

100000

TIC: VY006784.D\data.ms

10.185

11.496

8.697

7.801
8.155

10.526

0
Time-->

I T I
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50

703
9.191 10368 10.6240.801, ¢ 114603 gé
6.997 | ?.47&.?19}@%97‘ | M}g LS h@?\

Abundance

500000

400000

300000

200000

100000

TIC: VY006784.D\data.ms
12.489 15.239

13.428

12.0 015 I8 FEGELLS: I 4, ) 16.29

2203 g ot , 6.489
1.9041221786 VAT AV.VAY Fouill S L FERERSPPALSD ;;4'0%@n5%71&%%g&

‘ T ‘ T T ‘ T T ‘ T ‘ T
12.00 12.50 13.00 13.50 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\VY111721\
Data File : VY006784.D

Acqg On : 17 Nov 2021 13:33
Operator : SY/MD

Sample : M4693-03

Misc : 5.49G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111521S.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 Cyclohexane, ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.039 10.59 ug/l 113243  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 90
2 Oxalic acid, cyclohexyl pentyl e... 242 C13H2204 1000309-30-6 50
3 Oxalic acid, cyclohexyl ethyl ester 200 C10H1604 1000309-30-2 50
4 Oxalic acid, cyclohexyl butyl ester 228 C12H2004 1000309-30-5 50
5 Cyclohexanecarboxylic acid, ethe... 154 C9H1402 004840-76-0 50
Abundance Scan 1512 (11.038 min): VY006784.D\data.ms (-1508) (- m/z 83.10 100.00%
83.1
55.1
5000
112.2 b »/‘k
‘ ‘ ‘ 11.00
Ol b 2068 s 5510 66.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7533: Cyclohexane, ethyl-
83.0
55.0 K
5000 = ‘
11.00
27.0 112.0 m/z 82.15 48.56%
O\\\\‘\H\\‘\\\H!‘\\\\‘1\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83.0
11.00
5000 55.0 m/z 41.10 37.91%
0 290 129.0
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75323: Oxalic acid, cyclohexyl ethyl ester
83.0 1100
m/z 112.20  19.25%
55.0
5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111721\
Data File : VY006784.D

Acqg On : 17 Nov 2021 13:33
Operator : SY/MD

Sample : M4693-03

Misc : 5.49G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111521S.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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.093  12.47 ug/1 133435 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 95
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 72
3 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 72
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 64
5 Cyclohexane, 1-ethyl-1,3-dimethy... 140 C10H20 062238-31-7 59

Abundance Scan 1521 (11.093 min): VY006784.D\data.ms (-1517) (| m/z 111.10 100.00%
111.1
69.1
5000 411 /\
WAL
11.00
85.1
(R M ‘ ‘!‘ Al ‘F el 2L Tm/z e9.10 73.30%
miz-> 20 40 60 80 100 120 140
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 41.0 T \
11.00
m/z 55.10 44.56%
04 \1\5\.0‘ T H\ \‘“‘\ T \‘ !“ \‘\‘\ T \9\5\.0‘ T 1 T |1\2‘7\9\ T
miz-> 20 40 60 80 100 120 140
Abundance
69.0 111.0
T \
41.0 11.00
5000 m/z 41.10 38.78%
15.0
0 95.0 127.0
T T T
miz--> 20 40 60 80 100 120 140
Abundance #20758: Cyclohexane, 1-ethyl-2,4-dimethyl- —— ‘
69.0 11.00
111.0 m/z 56.10 23.03%
5000
41.0
b 250 Wl 80 ) 1400 v
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111721\
Data File : VY006784.D

Acqg On : 17 Nov 2021 13:33
Operator : SY/MD

Sample : M4693-03

Misc : 5.49G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111521S.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 3 Cyclohexane, 1,2,4-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.294 10.34 ug/l 110626  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 90
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 76
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 62
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 62
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 58

Abundance Scan 1554 (11.295 min): VY006784.D\data.ms (-1544) (- m/z 69.10 100.00%
69.1 1111
55.1
41.1
5000
126.2
84.1 . et
‘ 11.00 11.50
0t il Ml b b m/z 111.10 89.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13258: Cyclohexane, 1,2,4-trimethyl-
69.0
55.0 111.0 /\
5000 41.0 ‘/\‘ — M
126.0 11.00 11.50
97.0 m/z 55.10 78.60%
] 2 )
OH\’HH’\H‘\"\H\‘“H\‘\‘\\‘\‘H\‘\‘H\‘\“\‘\TH‘\\}\‘\\H‘l\\\‘\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
69.0 111.0
55.0 ~ vl
41.0 11.00 11.50
5000 m/z 41.18  67.54%
27.0
126.0
84.0
(oY R MNP RO 1 Ao 1 OSOr, MOCAR NSNS EU F
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. e —
69.0 111.0 11.00 11.50
55.0 m/z 43.10 61.92%
41.0
5000
2.0 126.0
om,w,w,mwmwH‘HH‘Hwm_m‘wwww,w I D
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111721\
Data File : VY006784.D

Acqg On : 17 Nov 2021 13:33
Operator : SY/MD

Sample : M4693-03

Misc : 5.49G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111521S.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 1Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.630 10.45 ug/l 87505 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 92
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 86
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 70
4 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 70
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 68
Abundance Scan 1937 (13.629 min): VY006784.D\data.ms (-1933) (- m/z 117.10 100.00%
117.1
- J\}L j\ N\/\]\
91.1 A A
39.1 63.1 13.50 14.00
el 134.1 1560 ;
OB e e e m/z 118.10  54.46%
miz--> 20 40 60 80 100 120 140 160
Abundance #10181: Indane
117.0
5000 A o0
13.50 14.00
910 m/z 115.10 36.13%
39.0 63.0 ‘
O\\\“\\\\"\\H\\““\‘\\\“\\‘\\“\\\“\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance
117.0
13.50 14.00
5000 m/z 105.10 27.67%
91.0
39.0 580
o
miz--> 20 40 60 80 100 120 140 160 //M j\w\
Abundance #10197: Benzene, cyclopropyl- /\ L LI Bt e
117.0 13.50 14.00
m/z 91.10 16.72%
5000 91.0
51.0
N Y - | S L)
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111721\
Data File : VY006784.D

Acqg On : 17 Nov 2021 13:33
Operator : SY/MD

Sample : M4693-03

Misc : 5.49G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111521S.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 5 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.971 9.60 ug/l 80374  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
2 p-Cymene 134 C10H14 000099-87-6 92
3 o-Cymene 134 C1eH14 000527-84-4 92
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 91

Abundance Scan 1993 (13.971 min): VY006784.D\data.ms (-1988) (- m/z 119.10 100.00%
119.1
73.1
5000 266.9
\j\\ T ‘ T
39.1 14.00
(R «h‘m‘w 1550 29092230 , | m/z 73.10  56.43%
miz--> 50 100 150 200 250
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 Tt
14.00
m/z 266.95 46.76%
39.0 77.0‘ |
O\‘\‘\ ‘\‘ ’\L\‘M“u“’h\‘m! \”\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance
119.0
4
14.00
5000 m/z 134.00 29.69%
41.0 77.0
0 e b
miz--> 50 100 150 200 250 A
Abundance #16997: o-Cymene PNERVIVA'S ‘/\ o
119.0 14.00
m/z 91.05 18.24%
5000
41.0 77.0 ‘
R e — aaia
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111721\
Data File : VY006784.D

Acqg On : 17 Nov 2021 13:33
Operator : SY/MD

Sample : M4693-03

Misc : 5.49G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111521S.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 Fenchone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.312  15.96 ug/1 133678 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fenchone 152 C10H160 001195-79-5 94
2 L-Fenchone 152 C10H160 007787-20-4 93
3 D-Fenchone 152 C10H160 004695-62-9 42
4 2,4-Dimethyl 1,4-pentadiene 96 C7H12 004161-65-3 38
5 Cyclohexene,3-(2-propenyl)- 122 C9H14 015232-95-8 38
Abundance Scan 2049 (14.312 min): VY006784.D\data.ms (-2043) (- m/z 81.10 100.00%
81.1
5000
41.1
‘y—v—v—v—v—y—v—v—r
| 11?-1 152.0 14.00 14.50
0 _"w"Hwu“wJM‘Mm"‘m"‘u‘wlwuu_u?“?@:? m/z 69.10  55.10%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #29056: Fenchone
81.0
5000 = S
14.00 14.50
41.0 1520 m/z 41.10  29.85%
109.0 '
O ‘\?‘?\.?\‘\‘\\‘ih\\‘\M\‘\‘h‘\\““‘\\\\‘\\‘\\‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
81.0
— ——
14.00 14.50
5000 m/z 119.10 14.23%
41.0
5o 1000 1520
o L R TR
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #29070: D-Fenchone - —
81.0 14.00 14.50
m/z 39.10 13.35%
5000
41.0
152.0
O e
0 ‘H"_J‘WW‘M‘anwu“_J‘w“uq‘u“u“_“w“u P R
m/z--> 0 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\VY111721\
Data File : VY006784.D

Acqg On : 17 Nov 2021 13:33
Operator : SY/MD

Sample : M4693-03

Misc : 5.49G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111521S.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 1H-Indene, 2,3-dihydro-2-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.684 11.50 ug/l 96296 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 70
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 70
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 70
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 70
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 64
Abundance Scan 2110 (14.684 min): VY006784.D\data.ms (-2103) (- m/z 117.10 100.00%
117.1
5000
391 771 14'50 15,00
\‘Hl 482 2082 og1- 14.50 15.00
o At b e e ey | m/z 119,85 62.03%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16161: 1H-Indene, 2,3-dihydro-2-methyl-
117.0
5000 e
14.50 15.00
m/z 132.05 38.81%
39.0 770 ‘ ‘
O ’\‘\\\“‘\\“”\“‘m\\\h‘HH\“‘\‘H\U‘\‘M\‘\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance J\ /\
117.0
A UL Lpn,

14.50 15.00
5000 ITI/Z 115.10 33.16%
51.0
89.0
O P T T T T T T T T T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16107: 1-Phenyl-1-butene I 7
117.0 14.50 15.00
m/z 91.05 22.84%
5000
39.0 77.0‘
S O N T P 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\VY111721\
Data File : VY006784.D

Acqg On : 17 Nov 2021 13:33
Operator : SY/MD

Sample : M4693-03

Misc : 5.49G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111521S.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 (+)-2-Bornanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.946 9.15 ug/l 76610 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 93
2 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 92
3 Camphor 152 C1eH160 000076-22-2 86
4 2-Butanone, 4-(5-methyl-2-furanyl)- 152 C9H1202 013679-56-6 18
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 18

Abundance Scan 2153 (14.946 min): VY006784.D\data.ms (-2148) (- m/z 95.10 100.00%

95.1
41.1
5000 133.1
. —T

260 15.00
0’ T m/z 81.18  78.50%

m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #29114: (+)-2-Bornanone
95.0
e

5000
41.0

152.0 15.00

m/z 41.10  69.83%

m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance
41.0 980

7
15.00

o

5000 ITI/Z 133.05 51.69%
68.0 152.0
0 14.0 123.0
T T T T T T T
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #29042: Camphor —7
95.0 15.00
41.0 m/z 108.10  48.54%
5000
152.0
0 ,,1240 ol pad LA e e L
m/z--> 20 40 60 80 100120140160 180 200 220240260 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111721\
Data File : VY006784.D

Acqg On : 17 Nov 2021 13:33
Operator : SY/MD

Sample : M4693-03

Misc : 5.49G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111521S.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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.239 101.65 ug/l1 851380 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 91
3 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 87
4 1,4-Benzenedicarbonitrile 128 C8H4N2 000623-26-7 59
5 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 56
Abundance Scan 2201 (15.239 min): VY006784.D\data.ms (-2191) (| m/z 128.00 100.00%
128.0
5000 A
—— —
51.1 87.0 ‘ 15.00 15.50
ol LA 870 Il 1622 207.1 2600 m/z 127.10  13.61%
miz-> 50 100 150 200 250
Abundance #13686: Naphthalene
128.0
5000 —— ——
15.00 15.50
m/z 129.05 11.23%
51.0
O T T T T i‘ \H \H§7\-0“‘ T T ‘H\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
128.0
— —
15.00 15.50
5000 m/z 102.10 8.86%
51.0
015.0 98.0
A R C —— — ——
m/iz--> 50 100 150 200 250
Abundance #13688: 1H-Indene, 1-methylene- —— —
128.0 15.00 15.50
m/z 51.10 8.52%
5000
51.0
SR/ S |
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\VY111721\
Data File : VY006784.D

Acqg On : 17 Nov 2021 13:33
Operator : SY/MD

Sample : M4693-03

Misc : 5.49G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111521S.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|
Cyclohexane, et... 11.039 10.6 ug/l 113243 3 11.496 534878 50.0
Cyclohexane, 1,... 11.093 12.5 ug/l 133435 3 11.496 534878 50.0
Cyclohexane, 1,... 11.294 10.3 wug/l 110626 3 11.496 534878 50.0
Indane 13.630 10.4 ug/l 87505 4 13.428 418802 50.0
Benzene, 2-ethy... 13.971 9.6 ug/l 80374 4 13.428 418802 50.0
Fenchone 14.312 16.0 ug/l 133678 4 13.428 418802 50.0
1H-Indene, 2,3-... 14.684 11.5 wug/l 96296 4 13.428 418802 50.0
(+)-2-Bornanone 14.946 9.2 ug/l 76610 4 13.428 418802 50.0
Azulene 15.239 101.7 ug/l 851380 4 13.428 418802 50.0
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