LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\
Data File : VY005225.D

Acqg On : 25 Jun 2021 14:07
Operator : SY/MD

Sample : M2859-01

Misc : 5.06G/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\82Y062221S.M

Title : SW846 8260

Signal : TIC: VY@05225.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.728 959 969 975 rBV 149590 359941 3.62% 0.346%
2 7.801 975 981 994 rVB 235813 538585 5.41% 0.517%
3 8.149 1026 1038 1050 rBV 138632 308094 3.10% 0.296%
4 8.697 1118 1128 1139 rBV 385675 740294  7.44% 0.711%
5 10.185 1364 1372 1380 rBV 628009 1054981 10.61% 1.013%
6 11.496 1578 1587 1595 rBV 575502 918818 9.24% 0.882%
7 12.483 1744 1749 1761 rVB2 469195 757149 7.61% 0.727%
8 12.806 1796 1802 1807 rBV2 241475 377910 3.80% 0.363%
9 13.044 1836 1841 1849 rBV2 137605 221897 2.23% 0.213%
10 13.319 1879 1886 1890 rBv4 170899 346948 3.49% 0.333%
11 13.367 1890 1894 1897 rBv4 171393 258740 2.60%  0.248%
12 13.428 1897 1904 1913 rVB4 769053 1450506 14.58% 1.393%
13 13.501 1913 1916 1922 rBV2 222084 302055 3.04% 0.290%
14 13.568 1922 1927 1930 rBV3 141849 239935  2.41% 0.230%
15 13.623 1932 1936 1939 rBvV2 131941 166089 1.67% 0.160%
16 13.666 1939 1943 1950 rBV2 285963 477779 4.80% 0.459%
17 13.757 1951 1958 1962 rBV 3281595 4676141 47.01% 4.491%
18 13.886 1976 1979 1981 rBV 151889 193743 1.95% 0.186%
19 13.916 1981 1984 1989 rVB 459395 629135 6.32% 0.604%
20 13.971 1989 1993 1997 rVB 583759 812901 8.17% 0.781%

21 14.020 1997 2001 2006 rVB2 324107 471334  4.74%
22 14.081 2006 2011 2016 rBV2 783587 1246815 12.53%
23 14.148 2016 2022 2028 rBV5 387757 993274  9.99%
24 14.257 2028 2040 2041 rBV6 1107009 2859150 28.74%
25 14.318 2047 2050 2057 rVB2 1040711 2207002 22.19%

NN RO
0
U1
A
3R

26 14.385 2057 2061 2064 rBV2 1270428 1723298 17.32%
27 14.422 2064 2067 2071 rVB2 1114667 1457375 14.65%
28 14.526 2080 2084 2087 rBV 331119 442088 4.44%
29 14.568 2087 2091 2094 rBV3 467816 835410  8.40%
30 14.617 2094 2099 2103 rVB 7331634 9946959 100.00%

OLCOORrRr
»
N
U1
R

31 14.678 2103 2109 2114 rBV4 2167538 4843431 48.69%
32 14.733 2114 2118 2125 rVB2 2727881 4152036 41.74%
33 14.812 2125 2131 2132 rBV5 320143 651973 6.55%
34 14.910 2145 2147 2149 rBV3 243312 280520 2.82%
35 14.946 2149 2153 2157 rVv2 1198338 1790339 18.00%

P OO WM
[e))
N
[e))
B

36 15.056 2165 2171 2176 rBV3 1568436 3524125 35.43%  3.385%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\
Data File : VY005225.D

Acqg On : 25 Jun 2021 14:07
Operator : SY/MD

Sample : M2859-01

Misc : 5.06G/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\82Y062221S.M
Title : SW846 8260
37 15.135 2181 2184 2191 rVB5 1598828 3042794 30.59%  2.922%
38 15.215 2191 2197 2205 rBV2 3041103 6321727 63.55% 6.071%
39 15.294 2206 2210 2214 rBV2 715033 1119490 11.25% 1.075%
40 15.349 2214 2219 2224 rBV6 1261914 2706791 27.21% 2.600%
41 15.440 2230 2234 2242 rVB 4878351 7550996 75.91% @ 7.252%
42 15.532 2242 2249 2256 rBV4 1343102 3615714 36.35% 3.473%
43 15.611 2257 2262 2267 rVB6 1173478 2048195 20.59% 1.967%
44 15.690 2268 2275 2278 rVV4 1053266 2528323 25.42%  2.428%
45 15.733 2278 2282 2289 rVB 1414328 2586886 26.01% 2.484%
46 15.891 2302 2308 2314 rBV4 948829 2249260 22.61% 2.160%
47 16.038 2325 2332 2337 rBV4 1253730 2697398 27.12%  2.591%
48 16.159 2349 2352 2356 rBv4 282435 390349 3.92% 0.375%
49 16.233 2359 2364 2369 rvV 989950 1954906 19.65% 1.878%
50 16.294 2369 2374 2381 rVB 3826448 6934802 69.72% 6.660%
51 16.489 2399 2406 2414 rBV 2522057 5580775 56.11% 5.360%

52 16.769 2446 2452 2455 rBV2 263925 536483 5.39% 0.515%

Sum of corrected areas: 104121659
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 8

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\

: VY005225.D

: 25 Jun 2021 14:07

: SY/MD

: M2859-01

: 5.06G/5ML/MSVOA_Y/SOIL
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
: SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: VY005225.D\data.ms

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
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: VY005225.D\data.ms

10.185 11.496

0
Time-->

— — — — ‘ —
9.00 9.50 10.00 10.50 11.00 11.50

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: VY005225.D\data.ms
14.p17

15.440

16.294

12.483 12.80613.044 133@
\ 944 2%

0

Time-->

T ‘ T T ‘ ‘ T T ‘ T T ‘ T T ’ 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\VY062521\
Data File : VY005225.D

Acqg On : 25 Jun 2021 14:07
Operator : SY/MD

Sample : M2859-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Undecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.758 161.19 ug/l 4676140 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 95
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 83
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 1958 (13.757 min): VY005225.D\data.ms (-1951) (- m/z 57.10 100.00%
1

57
5000

e =T
13.50 14.00

981 1562
ol ‘MH‘ | dd 12080 2810 Tnuu 43,10 76.67%
miz-> 50 100 150 200 250
Abundance #28424: Undecane
57.0
5000 Any AUYSS
1350 14.00

m/z 71.10 52.34%

P 2o, e
N 1L L
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
57.0
,~4N4

13.50 14.00
5000 m/z 41.10 38.01%
27.0
90 1410 1830 2260
T A A e B e
m/z--> 50 100 150 200 250
Abundance #48835: Tridecane T —
57.0 13.50 14.00

m/z 85.10  33.28%

5000
27.0‘ 99.0
Ol %80 1410 1840

; L
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\VY062521\
Data File : VY005225.D

Acqg On : 25 Jun 2021 14:07
Operator : SY/MD

Sample : M2859-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Dodecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.617 342.88 ug/l 9946960 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Tridecane 184 C13H28 000629-50-5 80
3 Tetradecane 198 C14H30 000629-59-4 72
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64
5 Nonane 128 C9H20 000111-84-2 64
Abundance Scan 2099 (14.617 min): VY005225.D\data.ms (-2094) (- m/z 57.10 100.00%
57.1
o A,AM&AN\fJ\ﬁvamﬁqﬂf
= =
H ‘ 11(‘3 ! 170.2 14.50 15.00
ol NBEO w2089 2810y 4310 69.09%
miz-> 50 100 150 200 250
Abundance #38315: Dodecane
57.0
5000 — =
14.50 15.00
m/z 71.10 63.63%
27.0 98.0 170.0
T T ‘\ ‘\“ “H‘\ ‘!‘ \“ T H‘ \H T ‘]\-4(\).(‘) T 1 T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
57.0
P =
14.50 15.00
5000 m/z 85.10 39.88%
270 99.0 1410 1840
e —
miz--> 50 100 150 200 250
Abundance #59881: Tetradecane T ==
57.0 14.50 15.00
m/z 41.10 34.15%
5000
27‘.0 99.0
AL, gm0 180 h e
mi/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\VY062521\
Data File : VY005225.D

Acqg On : 25 Jun 2021 14:07
Operator : SY/MD

Sample : M2859-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 o0-Cymene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.678 166.96 ug/l 4843430 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 55
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 55
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 55
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 50
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 50

Abundance Scan 2109 (14.678 min): VY005225.D\data.ms (-2103) (- m/z 119.10 100.00%

119.1
5000

91.0 AL AAWAN
55.1 d14&1 _ 14.50 15.00
0 il | 18012089 2600 ./, 117,19  43.37%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14812: 0-Cymene
119.0
5000 Sl AN
14.50 15.00

91.0 m/z 134.00  30.34%

41.0
\H’\H\“‘H‘H“‘\‘H\“‘H\‘\‘WH‘HH\‘\‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance
119.0

14.50 15.00
5000 m/z 133.05 23.72%
91.0
39.0
R R B e B O R e e RR R
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)- T —

119.0 14.50 15.00

m/z 91.00 19.58%

5000
91.0
ao
g

PR | R R PR L
T T R e e e e — —
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\
Data File : VY005225.D

Acqg On : 25 Jun 2021 14:07
Operator : SY/MD

Sample : M2859-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Undecane, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.733 143.12 ug/1 4152040 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 89
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 83
3 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 47
4 Heptacosane 380 C27H56 000593-49-7 47
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 47

Abundance Scan 2118 (14.733 min): VY005225.D\data.ms (-2114) (- m/z 57.10 100.00%
7.1

5
5000
119.1

e =
14.50 15.00

151.1
0 ; ‘\“\‘ \‘U\ ‘W . N“‘ ‘\H | . \‘18‘4‘2 281.(

i = R m/z 71.10 47 .24%
m/z--> 50 100 150 200 250
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
5000 5 ——

14.50 15.00
m/z 43.10 34.98%

Z0| 1y _‘?8\“0“‘ 1410 1840
miz-> 50 100 150 200 250
Abundance
57.0

P =
14.50 15.00

5000 m/z 119.10 28.53%
112.0
270 169.0
B B e -
m/z--> 50 100 150 200 250
Abundance #101977: Sulfurous acid, butyl 2-ethylhexyl ester R —
57.0 14.50 15.00

m/z 41.10  24.45%

5000
27‘.0” ‘\ ‘ 113.0
Ly I

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\VY062521\
Data File : VY005225.D

Acqg On : 25 Jun 2021 14:07
Operator : SY/MD

Sample : M2859-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 2-Butene, 3-chloro-1-phenyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.056 121.48 ug/l 3524130 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 3-chloro-1-phenyl-, (Z)- 166 C1eH11Cl 016608-68-7 70
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 60
3 1H-Indene, 2,3-dihydro-1,3- d1met... 146 C11H14 004175-53-5 60
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 60
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 60
Abundance Scan 2171 (15.056 min): VY005225.D\data.ms (-2165) (- m/z 131.05 100.00%
131.1
w M
43.1 85.1 —T
15.00
O S— \“‘ al ‘:‘w“ b ‘H 109 “‘ L ‘ 1‘6§2 962 ;m/z 133.05 57.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34768: 2-Butene, 3-chloro-1-phenyl-, (2)-
131.0
91.0
5000 —— :
15.00
51.0 166.0 m/z 146.05 23.05%
\\\‘\\\\‘\\“\‘\‘H‘\\H\H’\\w\‘\\\‘!‘\M\‘\\\\‘\“1\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
15.00
5000 m/z 85.10 20.87%
390 g40 910
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl- = ‘
131.0 15.00
m/z 43.10 19.56%
5000
91.0
390 64.0 ‘ |
SN O 1 o PO | Y
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\VY062521\
Data File : VY@05225.D

Acqg On : 25 Jun 2021 14:07

Operator : SY/MD

Sample : M2859-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
: SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Dodecane, 2-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.135 104.89 ug/l 3042790 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 50
2 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 43
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 38
4 Heptadecane 240 C17H36 000629-78-7 35
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 35

Abundance Scan 2184 (15.135 min): VY005225.D\data.ms (-2181) (- m/z 57.10 100.00%
57.1
- e w
—— —
‘ ‘ HT“ 15.00 15.50
‘ Mm AL: (£ IR W utsd2  28LE n s 43.10 87.36%
miz-> 50 100 150 200 250
Abundance #48854: Dodecane, 2-methyl-
57.0
5000 ~ —
15.00 15.50
99.0 141.0 m/z 71.10 61.85%
27.0‘ ‘ ‘
T T ‘\ ‘\“ ‘\ ‘H‘ \““\ h‘ \H‘ T ‘\ !‘ ‘ T ‘\]-8\4\.0‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
43.0
—r— —
15.00 15.50
5000 m/z 85.10 56.05%
85.0
141.0
184.0
- —r e e —
miz--> 50 100 150 200 250
Abundance #38327: Undecane, 3-methyl- T —T
57.0 15.00 15.50
m/z 119.10 42.20%
5000
27‘.0 | 99.0 14‘1-0
T Y
L — —— —— —L —
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\VY062521\
Data File : VY005225.D

Acqg On : 25 Jun 2021 14:07
Operator : SY/MD

Sample : M2859-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Tridecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.440 260.29 ug/l 7551000 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 98
2 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 72
3 Tetradecane 198 C14H30 000629-59-4 68
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 64
5 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 64
Abundance Scan 2234 (15.440 min): VY005225.D\data.ms (-2230) (- m/z 57.10 100.00%
57.1
o MJ\L
119.1 i5%d
: 184.2 .
ob— h“‘h‘“ §: Qs #5842 07 2600 m/z 71.10  66.66%
miz-> 50 100 150 200 250
Abundance #48834: Tridecane
57.0
5000 T
15.50
m/z 43.10 65.61%
27.0 H 99.0 184
T \‘\ ‘\“‘”‘\ ‘!‘ \“‘\ ‘H \H\”]\-4\1.‘0\ \8\‘ \0 LB s B B e
m/z--> 50 100 150 200 250
Abundance
57.0
——
15.50
5000 ITI/Z 85.10 44 .12%
91.0
1330 1750 288.(
—.—— e
miz--> 50 100 150 200 250
Abundance #59880: Tetradecane —T
57.0 15.50
m/z 41.10 34.70%
5000
zﬂo 99.0
UL LA, gero 1880 -
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\
Data File : VY@05225.D

Acqg On : 25 Jun 2021 14:07

Operator : SY/MD

Sample : M2859-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M

. SW846 8260

¢ C:\DATABASE\NIST11.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.532 124.64 ug/l 3615710  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 CllH14 006682-71-9 94

2 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 93
3 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 91
4 Benzene, (3-methyl-2-butenyl)- 146 C1l1H14 004489-84-3 90
5 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 90
Abundance Scan 2249 (15.532 min): VY005225.D\data.ms (-2242) (- m/z 131.00 100.00%
131.0
w WUU
9L1 15.50 |
57.1 : .
oL ] ,H‘w‘h“ I “%6“‘211‘194‘-2‘ 2820 /7 146.05  35.28%
miz--> 50 100 150 200 250
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 S :
15.50
m/z 115.05 15.72%
27.0 91.0
\‘\ “\ ‘\‘ ?‘8\.‘ \‘ ‘\ \‘ ’H T “‘\ ‘H‘ \“‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
131.0
T \
15.50
5000 m/z 105.05 14.24%
39.0 91.0
T
m/z--> 50 100 150 200 250
Abundance #21649: 1H-Indene, 2,3-dihydro-5,6-dimethyl- —— ‘
131.0 15.50
m/z 145.05 14.00%
5000
39.0 91.0
‘w‘\“‘ “\ i“\‘h\‘\\‘ “ ’H“‘M‘\H“\“ —— — —
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\
Data File : VY005225.D

Acqg On : 25 Jun 2021 14:07
Operator : SY/MD

Sample : M2859-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Naphthalene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.294 239.05 ug/l 6934800 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
4 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11H10 004453-90-1 90
5 3,4-Difluorobenzaldehyde 142 C7H4F20 034036-07-2 59

Abundance Scan 2374 (16.294 min): VY005225.D\data.ms (-2369) (- m/z 142.05 100.00%

142.1
5000
—— —
391 799 1130 || 16.00 16.50
ol %L i 1130 Il 17612062 2509 ;14105  87.52%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19232: Naphthalene, 1-methyl-
142.0
5000 — .
16.00 16.50
m/z 115.00 31.10%
’\\.\\“\\H\?ﬁ.\‘o‘\”\‘\‘\‘\\‘]-\J\-\‘}.‘(\)\H‘i‘\\H‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
142.0
—— =
16.00 16.50
5000 m/z 145.05 12.70%

39.0 710 1130

m/z--> 20 40 60 80 100120140160180200220240260280

-

Abundance #19231: Benzocycloheptatriene T .
141.0 16.00 16.50
m/z 143.05 12.02%
5000
63.0
0
e e e e e e SN e
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\
Data File : VY005225.D

Acqg On : 25 Jun 2021 14:07
Operator : SY/MD

Sample : M2859-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
: SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Naphthalene, 2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.489 192.37 ug/l 5580780 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000P91-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 87
4 Benzocycloheptatriene 142 C11H1e0 000264-09-5 87

5 Naphthalene, 1-(2-hydroxypropyl) 186 C13H140 027653-13-0 53

Abundance Scan 2406 (16.489 min): VY005225.D\data.ms (-2399) (- m/z 142.00 100.00%

142.0
5000

L L B B B B
630 1330 || 1792 16.20 16.40 16.60
el et gl N J‘\\ M | -£208.2 259.9 m/Z 141.05 99.5800

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19239: Naphthalene, 2-methyl-
142.0

5000 I
16.20 16.40 16.60

m/z 115.00  35.33%

39.0 710 Hl-o I
’HH‘HH‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
142.0

16.20 16.40 16.60
5000 m/z 143.05 12.70%

-

o

27.0 63.0 113.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 16.20 16.40 16.60

m/z 139.00 11.13%

5000
63.0
27'0\ I \‘\ T 113.0 ”‘

m/z-->

20 40 60 80 100120140160180200220240260280

16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\
Data File : VY005225.D

Acqg On : 25 Jun 2021 14:07
Operator : SY/MD

Sample : M2859-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Undecane 13.758 161.2 ug/l 4676140 4 13.428 1450510 50.0
Dodecane 14.617 342.9 wug/l 9946960 4 13.428 1450510 50.0
o-Cymene 14.678 167.0 ug/l 4843430 4 13.428 1450510 50.0
Undecane, 2,6-d... 14.733 143.1 ug/l 4152040 4 13.428 1450510 50.0
2-Butene, 3-chl... 15.056 121.5 wug/l 3524130 4 13.428 1450510 50.0
Dodecane, 2-met... 15.135 104.9 wug/l 3042790 4 13.428 1450510 50.0
Tridecane 15.440 260.3 ug/l 7551000 4 13.428 1450510 50.0
1H-Indene, 2,3-... 15.532 124.6 ug/l 3615710 4 13.428 1450510 50.0
Naphthalene, 1-... 16.294 239.1 ug/l 6934800 4 13.428 1450510 50.0
Naphthalene, 2-... 16.489 192.4 ug/l 5580780 4 13.428 1450510 50.0

82Y062221S.M Mon Jun 28 02:37:55 2021 Page: 14



