LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041321\
Data File : VY004405.D

Acqg On : 13 Apr 2021 13:12
Operator : SY/MD

Sample : M2020-03

Misc : 7.65G/5ML/MSVOA_Y/SOIL

ALS vial : 9 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\82Y041221S.M

Title : SW846 8260

Signal : TIC: VY@04405.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.180 47 59 60 rBv7 11820 29274 1.08% 0.187%
2 4.735 467 478 501 rVB2 22483 80880 2.97% 0.516%
3 7.728 959 969 975 rBvV 180115 434193 15.96% 2.769%
4 7.801 975 981 991 rVB 319144 723945 26.61% 4.617%
5 8.155 1030 1039 1051 rVB 194884 430372 15.82% 2.745%
6 8.551 1098 1104 1112 rVB3 12716 30145 1.11% 0.192%
7 8.697 1120 1128 1140 rVB 504192 984069 36.17% 6.276%
8 9.191 1196 1209 1216 rBV 41908 105008 3.86% 0.670%
9 9.965 1327 1336 1343 rBV5 10796 29689 1.09% 0.189%
10 10.185 1364 1372 1381 rBV 817508 1433816 52.70% 9.145%
11 10.374 1395 1403 1411 rVB5 17823 39143 1.44%  0.250%
12 11.038 1508 1512 1517 rVB2 20164 29500 1.08% 0.188%
13 11.093 1517 1521 1526 rVB2 18988 31711 1.17% 0.202%
14 11.288 1544 1553 1563 rBv4 23391 64917 2.39% 0.414%
15 11.386 1564 1569 1573 rBV 23224 35912 1.32% 0.229%
16 11.496 1580 1587 1597 rVB 705214 1142350 41.98% 7.286%
17 12.203 1699 1703 1706 rVV3 20431 33365 1.23% 0.213%
18 12.246 1706 1710 1715 rVB3 25327 48618 1.79% ©0.310%
19 12.416 1729 1738 1743 rBV6 33661 96612 3.55% 0.616%

20 12.489 1744 1750 1761 rVB2 1517276 2720875 100.00% 17.354%

21 12.812 1796 1803 1808 rBv4 30356 71781 2.64%  ©.458%
22 12.953 1817 1826 1827 rBV7 44000 80176 2.95% ©0.511%
23 13.044 1837 1841 1845 rVB 49464 67790 2.49% 0.432%
24 13.325 1879 1887 1890 rBV4 53687 114858 4.22% ©.733%
25 13.367 1890 1894 1897 rWV 42869 68663 2.52% 0.438%
26 13.428 1897 1904 1913 rVV 625924 1052552 38.68% 6.713%
27 13.696 1942 1948 1952 rVB3 29040 60184  2.21% 0.384%
28 13.751 1952 1957 1961 rBV3 72968 127854 4.70%  ©.815%
29 13.794 1961 1964 1968 rVB2 33701 47859 1.76% ©.305%
30 13.916 1980 1984 1988 rBV2 37528 66344  2.44%  0.423%
31 13.971 1989 1993 1998 rVB2 133399 197213 7.25% 1.258%
32 14.020 1998 2001 2006 rVB3 44231 61181 2.25% 0.390%
33 14.081 2006 2011 2016 rVB3 99670 166673 6.13% 1.063%
34 14.148 2018 2022 2027 rBV6 38338 63355 2.33% 0.404%
35 14.270 2028 2042 2045 rBV8 147787 519455 19.09%  3.313%
36 14.385 2057 2061 2064 rBv4 49731 72458 2.66% 0.462%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041321\
Data File : VY004405.D

Acqg On : 13 Apr 2021 13:12
Operator : SY/MD

Sample : M2020-03

Misc : 7.65G/5ML/MSVOA_Y/SOIL

ALS vial : 9 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\82Y041221S.M
Title : SW846 8260
37 14.422 2064 2067 2071 rVV3 59269 86550 3.18% ©.552%
38 14.617 2097 2099 2103 rBV5 25184 36466 1.34% 0.233%
39 14.678 2104 2109 2114 rVV3 250679 488421 17.95% 3.115%
40 14.733 2114 2118 2125 rVB2 275889 460611 16.93% 2.938%
41 14.946 2150 2153 2157 rVB3 83986 110048 4.04% 0.702%
42 14.989 2157 2160 2162 rBV 23233 32859 1.21% 0.210%
43 15.056 2166 2171 2175 rBV4 85693 158344 5.82% 1.010%
44 15.147 2183 2186 2191 rVB2 101375 148136  5.44%  0.945%
45 15.214 2192 2197 2205 rBvV2 238517 516100 18.97%  3.292%
46 15.343 2215 2218 2222 rBV2 36401 55696 2.05% 0.355%
47 15.611 2256 2262 2268 rVB4 104677 186388 6.85% 1.189%
48 16.038 2328 2332 2336 rVB4 60347 91530 3.36% 0.584%
49 16.086 2336 2340 2347 rVB3 59223 116388 4.28% 0.742%
50 16.159 2347 2352 2359 rBV 156879 260038 9.56% 1.659%
51 16.294 2368 2374 2387 rVB 400563 857251 31.51% 5.468%

52 16.489 2400 2406 2419 rVB 276952 711121 26.14%  4.536%

Sum of corrected areas: 15678737
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041321\
Data File : VY004405.D

Acqg On : 13 Apr 2021 13:12
Operator : SY/MD

Sample : M2020-03

Misc : 7.65G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M
Quant Title : SW846 8260

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

Abundance TIC: VY004405.D\data.ms
1400000
1200000
1000000
800000
600000
400000

200000
2.180 4.735

OHH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘H\\‘H\\‘H/\ﬁ\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘

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: VY004405.D\data.ms

1400000
1200000

1000000

10.185
800000 11.496

600000 8.697

400000 7.801

200000 7.7 8.155

0 8.551 9.191 9.965 | | 10.374
—— —— — S — — = : : =
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY004405.D\data.ms

1108531 7880

1400000

1200000

1000000

800000

13.428

600000

400000

200000
1220464

T ‘ T ‘ T T ‘ T T ‘ T T ‘ T 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 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041321\
Data File : VY004405.D

Acqg On : 13 Apr 2021 13:12
Operator : SY/MD

Sample : M2020-03

Misc : 7.65G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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 Benzene, 1-methyl-3-(1-meth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.971 9.37 ug/l 197213 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 94
4 p-Cymene 134 C10H14 000099-87-6 93
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
Abundance Scan 1993 (13.971 min): VY004405.D\data.ms (-1989) (- m/z 119.05 100.00%
119.1
5000
73.0
267.0 ilod
39,0 :
il ‘w“‘;““‘uh“ . 11540 19302240 | m/z 73.05 32.72%
miz--> 50 100 150 200 250
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 LN
14.00
m/z 134.00  30.95%
4%0 ‘7?0 ‘
oy T T 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
119.0
=
14.00
5000 m/z 267.00 18.09%
41.0 77.0
. 71—
m/z--> 50 100 150 200 250
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl- —
119.0 14.00
m/z 91.10 17.93%
5000
77.0
39.0 ‘ ‘
N =ha
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\VY041321\
Data File : VY004405.D

Acqg On : 13 Apr 2021 13:12
Operator : SY/MD

Sample : M2020-03

Misc : 7.65G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.081 7.92 ug/l 166673  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 83
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 68
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 64
4 Indan, 1-methyl- 132 C10H12 000767-58-8 64
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 64
Abundance Scan 2011 (14.081 min): VY004405.D\data.ms (-2006) (- m/z 117.00 100.00%
117.0
| oo
48.1 .
£ | 2791 2229 2820 /5 119.05  64.96%
miz-> 50 100 150 200 250
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 —_— ‘
14.00
51.0 ‘ m/z 115.05 37.30%
1\5-\0‘\ ‘\ }‘H ‘\‘H‘ T ”§7‘\p““‘ T “\ ‘H\‘ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
117.0
T \
14.00
5000 m/z 91.00 25.97%
27.0 65.0
T T T
m/z--> 50 100 150 200 250
Abundance #14034: 1-Phenyl-1-butene T ‘
117.0 14.00
m/z 132.00 23.11%
5000
39.0 77.0‘
ly “‘ i‘m ‘h“uh‘ 1 ‘mh‘ H‘ u“\‘ — — — = {
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\VY041321\
Data File : VY004405.D

Acqg On : 13 Apr 2021 13:12
Operator : SY/MD

Sample : M2020-03

Misc : 7.65G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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 Cyclohexane, 1,1'-(1,3-prop... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.270  24.68 ug/l 519455 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1'-(1,3-propanedi... 208 C15H28 003178-24-3 89
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 76
3 Cyclohexane, undecyl- 238 C17H34 054105-66-7 64
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 59
5 Cyclohexane, hexyl- 168 C12H24 004292-75-5 59

Abundance Scan 2042 (14.270 min): VY004405.D\data.ms (-2028) (- m/z 83.10 100.00%

83.1
41.0
5000

152.1 —T —T—

‘ 14.00 14.50
‘H_Hq‘ﬂhﬂuﬂ“w‘meme“‘HHM‘?R?ﬁ?ﬁﬁQFETﬁH m/z 82.10 75.13%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67958: Cyclohexane, 1,1'-(1,3-propanediyl)bis-
83.0
41.0

5000 &= R
14.00 14.50

m/z 55.10  72.33%

208.0
‘”\””M”MPwWH”M”%%ﬁpﬁ”W}Z%QW‘MW””\””W”W‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
83.0

14.00 14.50

5000 m/z 41.05 53.70%
41.0
154.0
112.0

T T T T T

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92571: Cyclohexane, undecyl- T —
83.0 14.00 14.50

m/z 43.05 30.73%

5000
41.0
‘ Ll 12501540 238.0

m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041321\
Data File : VY004405.D

Acqg On : 13 Apr 2021 13:12
Operator : SY/MD

Sample : M2020-03

Misc : 7.65G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.678  23.20 ug/l 488421  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 76
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 70
3 o-Cymene 134 C1eH14 000527-84-4 70
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 70
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 70

Abundance Scan 2109 (14.678 min): VY004405.D\data.ms (-2104) (- m/z 119.05 100.00%

119.1
5000

551 14.‘50 15.‘00
0 920, L (1081 2089 2669 /7 134.05  41.45%
miz--> 50 100 150 200 250
Abundance #14872: Benzene, 1,2,4,5-tetramethyl- M
119.0
5000 - T

14.50 15.00
m/z 117.10  29.05%

39.0 77.0
e ‘\‘ i“ \“‘\ “‘\ T ‘H\M! \“\ LA e s s B B B
m/z--> 50 100 150 200 250
Abundance
119.0

I A
14.50 15.00

5000 m/z 91.00 19.16%
77.0
39.0
o A R T
m/z--> 50 100 150 200 250
Abundance #14806: o-Cymene T —
119.0 14.50 15.00

m/z 97.10  19.10%

5000
390 77.0 ‘
| ‘\ \‘\‘ ‘H I “\H . “M

\ —
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\VY041321\
Data File : VY004405.D

Acqg On : 13 Apr 2021 13:12
Operator : SY/MD

Sample : M2020-03

Misc : 7.65G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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 Undecane, 2,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.733  21.88 ug/l 460611 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 92
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 70
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 58
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 49

Abundance Scan 2118 (14.733 min): VY004405.D\data.ms (-2114) (- m/z 57.10 100.00%
7.1

5
5000
1191

T 7
14.50 15.00

85.0 ‘
ou,w\‘;H“Hum“‘m,“uw‘\‘wMw,lﬁr’\%(?ml‘?f‘;?,‘m_mzﬁ‘?uzw m/z 43.10  45.36%
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #48875: Undecane, 2,6-dimethyl-
57.0
5000 — ——

14.50 15.00
m/z 71.10 42.50%

29.0 98.0
““M‘ﬂk‘J\‘NM,N‘HM‘JV“%QEKQ‘_‘%?eTg,‘u“u“‘u“““
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance
57.0

T T
14.50 15.00

5000 m/z 41.05 33.22%
29.0 98.0
140.0 184.0
R RN RRE N e N R R e e A ARARRARARRRRRE
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #59887: Tridecane, 6-methyl- T T
57.0 14.50 15.00

m/z 119.05 21.72%

5000
29.0‘ 850 126.0
Lol \ . Y 169.0

m/z--> 20 40 60 80 100120140160 180200 220240260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041321\
Data File : VY004405.D

Acqg On : 13 Apr 2021 13:12
Operator : SY/MD

Sample : M2020-03

Misc : 7.65G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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 6 Benzene, (2-methyl-1-butenyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.056 7.52 ug/l 158344  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 55
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 55
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 55
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 55
5 Benzene, (2-chloro-2-butenyl)- 166 C1OH11Cl 054411-12-0 50

Abundance Scan 2171 (15.056 min): VY004405.D\data.ms (-2166) (- m/z 131.05 100.00%
131.1
- AK/\AJ\fﬂﬂ/\Afwa”kqﬂ
431 851 ——t ‘
15.00
‘ 1662 208.0 “’2§?¥ - m/z 133.00 68.49%
miz--> 50 100 150 200 250
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0 e ‘
15.00
m/z 119.10 32.16%
0|
T T M\ ‘\‘ “‘ \M\ “\ ‘\‘ “H‘ ‘\ ‘M \H‘ T T T T ‘ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance
131.0
T
15.00
5000 ITI/Z 43.10 23.61%
39.0 91.0
— T T
miz--> 50 100 150 200 250
Abundance #21623: Benzene, (1-methyl-1-butenyl)- —— ‘
131.0 15.00
m/z 85.10 22.55%
91.0
5000
51.0
1‘5\"0“‘ ‘L‘ }L‘ ‘\M“m‘\\‘ Il \“‘ “\‘ T —
mlz--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041321\
Data File : VY004405.D

Acqg On : 13 Apr 2021 13:12
Operator : SY/MD

Sample : M2020-03

Misc : 7.65G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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 unknownl5.611 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.611 8.85 ug/l 186388 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 43
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 43
3 5-Ethyldecane 170 C12H26 017302-36-2 43
4 3,5-Dimethyldodecane 198 C14H30 107770-99-0 43
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 43
Abundance Scan 2262 (15.611 min): VY004405.D\data.ms (-2256) (- m/z 57.10 100.00%
57.1
5000
119.0
— —
2
15.50 16.00
L ‘H ‘%hﬂ‘MMMMM, A 2908 2a7a2821 4110 41.70%
miz-> 50 100 150 200 250
Abundance #149369: Sulfurous acid, butyl dodecyl ester
57.0
5000 —r —
15.50 16.00
m/z 71.10 39.76%
210 | %0 wmotss0 g
T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ’ T T T T
miz-> 50 100 150 200 250
Abundance
57.0
T —
15.50 16.00
5000 m/z 43.05 34.99%
98.0
270 140.0 183.0
T T ——
miz--> 50 100 150 200 250
Abundance #38319: 5-Ethyldecane T —
57.0 15.50 16.00
m/z 119.00 30.06%
5000
‘ 98.0 140.0
A Y - B
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041321\
Data File : VY004405.D

Acqg On : 13 Apr 2021 13:12
Operator : SY/MD

Sample : M2020-03

Misc : 7.65G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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 8 Hexadecane, 2,6,10,14-tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.159 12.35 ug/l 260038 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 80

Abundance Scan 2352 (16.159 min): VY004405.D\data.ms (-2347) (- m/z 57.10 100.00%

57.1
5000

—
H 97.0 127.1 16.00 16.50
Ll ol

183.2212.3 250.8 281.¢ 9
H_‘HMH“H‘mmwuwwk‘meu‘wuu_‘uwuw‘uwuu,u‘ m/z 71.18 81.08%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57.0

5000 — i
16.00 16.50

m/z 43.10 59.04%

113.0
27j0) “ L 15401830 253.0282.(
H‘HH‘\H‘\H\‘H\\‘\H\’\\H‘H\\‘\H\‘\\H‘HH’HH‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0

16.00 16.50

5000 ITI/Z 41.05 37.93%
97.0 127.0
28.0 183.0 MNM
T T e T e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71408: Dodecane, 2,6,11-trimethyl- —— —
43.0 16.00 16.50

m/z 85.05 34.51%

5000
85.0
127.0
LT 1890 2120

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\VY041321\
Data File : VY004405.D

Acqg On : 13 Apr 2021 13:12
Operator : SY/MD

Sample : M2020-03

Misc : 7.65G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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 1
R.T. EstConc Area Relative to ISTD R.T.
16.294 40.72 ug/l 857251 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 93
4 Benzocycloheptatriene 142 C11H1e0 000264-09-5 90
5 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 72
Abundance Scan 2374 (16.294 min): VY004405.D\data.ms (-2368) (- m/z 142.00 100.00%
142.0
w M
J oo e
70.9 . .
39.0 .
ol itk 4029 L 1003 | 2490 295 ;141 05  84.64%
miz-> 50 100 150 200 250
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000
1600 1650
m/z 114.95 %
300 701020 |
T T T ‘ T \ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance
142.0
1600 1650
5000 m/z 143.05 %
R7.0 63.0 1020
1 ]
miz--> 50 100 150 200 250
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 1600 1650
m/z 139.00 10.85%
5000
63.0
TO gy 029 e SR
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041321\
Data File : VY004405.D

Acqg On : 13 Apr 2021 13:12
Operator : SY/MD

Sample : M2020-03

Misc : 7.65G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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 10 Benzocycloheptatriene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.489 33.78 ug/l 711121 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 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11H10 004453-90-1 90
5 1H-Indene, 1l-ethylidene- 142 C11H10 002471-83-2 64

Abundance Scan 2406 (16.489 min): VY004405.D\data.ms (-2400) (-] | m/z 142.05 100.00%

142.1
5000

SN 5 WY W
630 4, o1 16.20 16.40 16.60
. 179.1 219.2251.1281.1 m/z 141.05  89.22%

m/z--> 50 100 150 200 250
Abundance #19232: Naphthalene, 1-methyl-
142.0

5000 I
16.20 16.40 16.60

m/z 115.00  38.60%
1130 |

63.0
2\7\-0‘\ i”\“ e T e i“ B B B B B
miz--> 50 100 150 200 250
Abundance
142.0

16.20 16.40 16.60

5000 m/Z 143.05 11.63%
7.0 63.0 113.0
- — —— ——
miz--> 50 100 150 200 250
Abundance #19230: Benzocycloheptatriene e R
141.0 16.20 16.40 16.60

m/z 139.05 10.62%

5000
63.0 (J
2‘7\‘0“‘ ” ‘\‘M}M d)]ro‘z' I Il

m/z--> 50 100 150 200 250 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY041321\
Data File : VY004405.D

Acqg On : 13 Apr 2021 13:12
Operator : SY/MD

Sample : M2020-03

Misc : 7.65G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.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|
Benzene, 1-meth... 13.971 9.4 wug/l 197213 4 13.428 1052550 50.0
Benzene, 2-ethe... 14.081 7.9 ug/l 166673 4 13.428 1052550 50.0
Cyclohexane, 1,... 14.270 24.7 ug/l 519455 4 13.428 1052550 50.0
Benzene, 1,2,4,... 14.678 23.2 wug/l 488421 4 13.428 1052550 50.0
Undecane, 2,6-d... 14.733 21.9 ug/l 460611 4 13.428 1052550 50.0
Benzene, (2-met... 15.056 7.5 wug/l 158344 4 13.428 1052550 50.0
unknown15.611 15.611 8.8 ug/l 186388 4 13.428 1052550 50.0
Hexadecane, 2,6... 16.159 12.4 ug/l 260038 4 13.428 1052550 50.0
Naphthalene, 1-... 16.294 40.7 ug/l 857251 4 13.428 1052550 50.0
Benzocyclohepta... 16.489 33.8 wug/l 711121 4 13.428 1052550 50.0
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