LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002978.D

Aca On : 22 Jun 2020 16:57

Operator : SY/MD

Sample : L3071-03

Misc : 7.71G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON

Sampling :© 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA Y\METHODS\82Y061920S.M

Title - SW846 8260

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total

1 2.060 47 53 73 rBvY 4672835 12609041 4_.53% 0.485%

2 2.237 73 82 113 rBY 12080964 76181994 27.40% 2.927%

3 2.987 158 205 206 rBv4 35248706 278055154 100.00% 10.684%

4 7.645 943 969 972 rBV5 25129544 209575321 75.37% 8.053%

5 10.864 1487 1497 1501 rBV4 9614462 34234192 12.31% 1.315%

6 10.949 1502 1511 1519 rVV 14402349 61218263 22.02% 2.352%

7 11.437 1580 1591 1598 rVB2 17921439 70290119 25.28% 2.701%

8 11.546 1599 1609 1611 rBV2 12427953 34047124 12.24% 1.308%

9 11.638 1611 1624 1632 rBV4 35840064 223433177 80.36% 8.586%
10 11.705 1632 1635 1643 rBV5 18230384 49196726 17.69% 1.890%
11 11.967 1666 1678 1682 rBV5 10582330 28844788 10.37% 1.108%
12 12.040 1682 1690 1694 rBV7 50973129 137112343 49.31% 5.269%
13 12.132 1701 1705 1710 rVB2 8306786 16023678 5.76% 0.616%
14 12.217 1714 1719 1722 rVV3 5043183 8922437 3.21% 0.343%
15 12.260 1722 1726 1732 rVB6 4249827 8202672 2.95% 0.315%
16 12.345 1733 1740 1750 rBV2 48020164 127368580 45.81% 4 .894%
17 12.473 1755 1761 1768 rVB2 23105557 57353936 20.63% 2.204%
18 12.546 1768 1773 1777 rBV 6055289 10606192 3.81% 0.408%
19 12.687 1785 1796 1801 rBV3 45409929 144079749 51.82% 5.536%
20 12.741 1801 1805 1808 rBV5 43203482 89944798 32.35% 3.456%
21 12.833 1816 1820 1826 rVB3 55179228 126156574 45.37% 4.848%
22 12.985 1838 1845 1853 rBV2 53898531 122927483 44.21% 4.724%
23 13.077 1853 1860 1863 rBV 10777474 18442954 6.63% 0.709%
24 13.125 1863 1868 1871 rBV4 52786821 112960478 40.63% 4.341%
25 13.253 1882 1889 1892 rBV3 11848321 30386152 10.93% 1.168%
26 13.284 1892 1894 1897 rVV 11277121 17237301 6.20% 0.662%
27 13.314 1897 1899 1904 rVB 9975607 13267509 4.77% 0.510%
28 13.363 1904 1907 1911 rBV3 2952894 4700680 1.69% 0.181%
29 13.461 1916 1923 1937 rVB3 47073383 108167375 38.90% 4.156%
30 13.595 1939 1945 1946 rBV 13978240 19586734 7.04% 0.753%
31 13.625 1946 1950 1954 rVV2 53321556 103953412 37.39% 3.994%
32 13.668 1954 1957 1967 rVV3 35581486 73453433 26.42% 2.822%
33 13.753 1967 1971 1975 rVV2 3564775 5316411 1.91% 0.204%
34 13.820 1976 1982 1987 rVB 11347449 18884504 6.79% 0.726%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002978.D

Aca On : 22 Jun 2020 16:57

Operator : SY/MD

Sample : L3071-03

Misc : 7.71G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
SW846 8260

35 13.881 1987 1992 1995 rBV 14640494 23971563 8.62% 0.921%

36 13.912 1995 1997 2002 rVB 13308523 17833365 6.41% 0.685%
37 13.973 2002 2007 2012 rVB 21043548 31371650 11.28% 1.205%
38 14.076 2020 2024 2030 rVB2 8651659 13307567 4._.79% 0.511%
39 14.211 2041 2046 2051 rBV 3854316 5514030 1.98% 0.212%
40 14.296 2051 2060 2063 rBV 8708264 14534994 5.23% 0.559%

41 14.333 2063 2066 2070 rVV 10776241 14368090 5.17% 0.552%
42 14.564 2099 2104 2109 rBV 4222164 6440333 2.32% 0.247%

43 14.680 2115 2123 2129 rBV4 5993452 13773562 4_95% 0.529%
44 15.235 2203 2214 2220 rVB 5081084 8588430 3.09% 0.330%

Sum of corrected areas: 2602444868
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002978.D

Aca On : 22 Jun 2020 16:57

Operator : SY/MD

Sample : L3071-03

Misc : 7.71G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VY002978.D
6e+07

5e+07

4e+07
2.99

3e+07

2e+07

2.24

1e+07
2.06

o

Time--> 1.80 2.00 220 240 260 280 3.00 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 560 580 600 620 6.40 6.60
Abundance TIC: VY002978.D
11.70

6e+07 11,

5e+07
4e+07 7.64

3e+07 11.44

r

T T T T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY002978.D

bero7| 1204 12 8;295113

2e+07

1e+07

56+07 12. 13.46
4e+07 18.67
3e+07 12.47

2e+07

L.9%p 13
Rz
le+07

o1 —r— — P e —— e ——
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

O

2.5
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002978.D

Aca On : 22 Jun 2020 16:57

Operator : SY/MD

Sample : L3071-03

Misc : 7.71G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

2.99 66.34 ug/1 278055000 Pentafluorobenzene 7.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 64
2 Oxirane. ethvl- 72 C4H80 000106-88-7 50
3 Pentane 72 C5H12 000109-66-0 40
4 1.3-Dimethvldiaziridine 72 C3H8N2 026177-36-6 38
5 2-Butene, (2)- 56 C4HS8 000590-18-1 27

Abundance Scan 205 (2.987 min): VY002978.D (-158) (-) m/z 43.10 100.00%

5000

B

2.60 2.80 3.00 3.20 3.40

91 106 128

0 m/z 57.10 99.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #714: Butane, 2-methyl-
43
57
5000 LI L L L L L L L LB L
2.60 2.80 3.00 3.20 3.40
29 m/z 41.10 98.17%
ol 12 “‘ A4 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41
T T
27 2.60 2.80 3.00 3.20 3.40
5000 m/z 42.10 88.65%
57
71
o 13
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #706: Pentane B e R R
43 2.60 2.80 3.00 3.20 3.40
m/z 39.10 41.01%
5000
27 57 72
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 260 2.80 300 320 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002978.D

Aca On : 22 Jun 2020 16:57

Operator : SY/MD

Sample : L3071-03

Misc : 7.71G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Cyclopentene, 1-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

7.64 50.00 ug/1 209575000 Pentafluorobenzene 7.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene., 1-methvl- 82 C6H10 000693-89-0 93
2 2.4-Hexadiene 82 C6H10 000592-46-1 72
3 4-Methvl-1.3-pentadiene 82 C6H10 000926-56-7 72
4 1.3-Pentadiene. 2-methvl-. (E)- 82 C6H10 000926-54-5 72
5 trans-1,4-Hexadiene 82 C6H10 007319-00-8 64

Abundance Scan 968 (7.639 min): VY002978.D (-943) (-) m/z 67.05 100.00%
67
5000 82 _-_—‘__—j//ﬁ\\\\\\\\\\—__
39 R AR UL L
53 || 7.40 7.60 7.80 8.00
omﬂ#wm. .', oD 15128 a7 191 | oy g5 10 44.33%
m/z--> 20 40 60 100 120 140 160 180
Abundance #1243: Cyclopentene, 1-methyl-
67
5000 82
7.40 7.60 7.80 8.00
m/z 81.05 22.82%
0....|....‘l‘..”.“.|.“l..“|‘....|....|....|....|....|....|
m/z--> 100 120 140 160 180
Abundance
67
740 7.60 7.80 8.00
5000 82 m/z 39.05 17.51%
41
o7 54
15
e R S S S UL B B L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1241: 4-Methyl-1,3-pentadiene R EEEES
67 7.40 7.60 7.80 8.00
m/z 79.05 16.83%
82
5000 39
27 54
0"'W'L'”w'ﬂw|wl'ﬂh"'|'”'|"'w""|“"|"'w U U L L R
m/z--> 20 40 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002978.D

Aca On : 22 Jun 2020 16:57

Operator : SY/MD

Sample : L3071-03

Misc : 7.71G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Dodecane, 1-fluoro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.86 50.27 ug/1 34234200 Chlorobenzene-d5 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1-fluoro- 188 C12H25F 000334-68-9 64
2 Undecane 156 C11H24 001120-21-4 49
3 Nonane 128 C9H20 000111-84-2 49
4 Decane. 2.5.6-trimethvl- 184 C13H28 062108-23-0 43
5 Hexanoyl chloride 134 C6H11CIO 000142-61-0 43

Abundance Scan 1496 (10.858 min): VY002978.D (-1487) (-) m/z 57.10 100.00%

5000
85 113

10.60 10.80 11.00 11.20

128

156 193208

0 m/z 43.10 77.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51680: Dodecane, 1-fluoro-
57
5000 71 LA L L L L L L L
10.60 10.80 11.00 11.20
a5 m/z 71.10 52.01%
0 C )|l 11125140 159 188
A RERERERS .”.P.”,”.W.H.P.” RN R R L R R R E R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
T T
10.60 10.80 11.00 11.20
5000 " m/z 41.10 47.20%
29 85

99113197 156

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12663: Nonane R B R M o
43 10.60 10.80 11.00 11.20

57 m/z 56.10 27.17%
5000
29
71 85

O 2 [ A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002978.D

Aca On : 22 Jun 2020 16:57

Operator : SY/MD

Sample : L3071-03

Misc : 7.71G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Heptane, 3,5-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.95 89.90 ug/1 61218300 Chlorobenzene-d5 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 72
2 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 72
3 Octane. 3-methvl- 128 C9H20 002216-33-3 50
4 2.2.4.4-Tetramethvloctane 170 C12H26 062183-79-3 45
5 2,2,5,5-Tetramethyl-3-hexanone 156 C10H200 000868-91-7 43
Abundance Scan 1511 (10.949 min): VY002978.D (-1502) (-) m/z 57.10 100.00%
57
5000
43
| s e T a0 T
128 : : : :
Olrrr e .‘.'..,8.“?.'.',..1.1?....1,“.2]1.“??.... 207260 281 1 sz 43.10  29.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12702: Heptane, 3,5-dimethyl-
57
5000 LUV UL SRR B
43 10,60 10.80 11.00 11.20
0
29 ‘ 71 99 m/z 99.10 25.32%
o \ | | 8 | 113128
m/z--> 25 4b 60 8b 100 120 140 160 180 200 220 240 260 280
Abundance
57
10.60 10.80 11.00 11.20
5000 43 m/z 41.10 23.82%
29
o ™ g5 P 143108 \A\”ﬂ/\k\/\/ﬁ\,~\AVJ/r\/ﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12669: Octane, 3-methyl- A B
57 10,60 10.80 11.00 11.20
m/z 56.10 21.60%
5000
43
29 98
0 “ ﬂl | 113128
m/z--> 25 4b eb 80 100 120 140 160 180 200 220 240 260 280 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002978.D

Aca On : 22 Jun 2020 16:57

Operator : SY/MD

Sample : L3071-03

Misc : 7.71G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Octane, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.44 103.23 ug/Il 70290100 Chlorobenzene-d5 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl- 128 C9H20 002216-33-3 80
2 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 52
3 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 50
4 Heptane. 4-propvl- 142 C10H22 003178-29-8 50
5 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 50
Abundance Scan 1592 (11.443 min): VY002978.D (-1580) (-) m/z 57.10 100.00%
g7
5000
98
41
70 11.20 11.40 11.60 11.80
128
o 83 115128142 159 177191 260 n/z 98.10 32 47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12678: Octane, 3-methyl-
57
5000
43 11.20 11.40 11.60 11.80
29 m/z 41.10 24 .18%
o \ ‘ . es 9? 113128
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
11120 11140 1160 11.80
5000 a1 m/z 56.10 20.69%
71 99
o 14 2f 85 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12698: Heptane, 3,5-dimethy!l- L R e e
57 11.20 11.40 11.60 11.80
m/z 43.10 19.98%
5000
29 43
i i \ﬂ\/\\,/\/\/
o L | 85 | 113128
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 11. 20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002978.D

Aca On : 22 Jun 2020 16:57

Operator : SY/MD

Sample : L3071-03

Misc : 7.71G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 3,5-Octadiyne Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.64 328.12 ug/l 223433000 Chlorobenzene-d5 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Octadivne 106 C8H10 016387-70-5 93
2 Ethvlbenzene 106 C8H10 000100-41-4 87
3 1.3-Cvclopentadiene. 5-(1l-methvl... 106 C8H10 002175-91-9 58
4 o-Xvlene 106 C8H10 000095-47-6 58
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 52
Abundance Scan 1624 (11.638 min): VY002978.D (-1611) (-) m/z 106.05 100.00%
o1 106
5000
5 65 7 I N G A |
39 116 129139 155 11.40 11.60 11.80 12.00
o HLE 129139 195165176 m/z 91.05  96.03%

m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #5093: 3,5-Octadiyne
106
91

5000 L B e
11. 40 11. 60 11. 80 12. OO

39 51 “‘ m/z 92.05 33.91%

YR “ ““ ,“: Ay ‘...,....,....,....,..
m/z--> 0 100 120 140 160 180
Abundance

91

11.40 11. 60 11. 80 12.00

5000 m/z 77.05 31.67%
106
L 15 27 39 91 g5 77
O e T e T
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #5116: 1,3-Cyclopentadiene, 5-(1-methylethylidene)- R EAREE S mE
91 11. 40 11. 60 11. 80 12. 00
106 m/z 65.05 30.06%
5000
39
L
\H\\ ‘\\ “ Al il
G L R T "I""I""I""I""I""I"
m/z--> 0 20 80 100 120 140 160 180 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002978.D

Aca On : 22 Jun 2020 16:57

Operator : SY/MD

Sample : L3071-03

Misc : 7.71G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknownl12.83 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.83 58.32 ug/1 126157000 1,4-Dichlorobenzene-d4 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrazine. (l1-methvlethenvl)- 120 C7H8N2 038713-41-6 49
2 1.5-Dimethvl-2-pvrrolecarbonitrile 120 C7H8N2 056341-36-7 47
3 3-Pvridinecarbonitrile. 1.4-dihv... 120 C7H8N2 019424-15-8 42
4 Pvrazolidin-3-one. 2-(4-methvlbe... 280 C17H16N202 1000259-14-5 38
5 Benzonitrile, 3-hydroxy- 119 C7H5NO 000873-62-1 30

Abundance Scan 1820 (12.833 min): VY002978.D (-1816) (-) m/z 119.10 100.00%

119

5000

L

12.60 12.80 13.00 13.20

0 129 144 156167 182192 m/z 120.15  44._08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9343: Pyrazine, (1-methylethenyl)-
119

5000 e aase ERRRRL RTINS
12.60 12.80 13.00 13.20

39 67 m/z 77.05 32.48%

26 ‘ 51 ‘ 78 94 105
o) SN S Y Gt S | —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119

12.60 12.80 13.00 13.20
5000 m/z 121.15 29._.54Y%

15 27 39 51 65 78 92 4o \ M /\ﬂ
S R L N L UL L LN B S BRI W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9354: 3-Pyridinecarbonitrile, 1,4-dihydro-1-methyl- B .
119 12. 60 12. 80 13. 00 13. 20

m/z 106.10 27 .64%

5000
15 42
|l e
I a1l \\ \H [T

m/z--> 20 40 60 80 100 120 140 160 180 200 12. 60 12. 80 13. 00 13. 20

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002978.D

Aca On : 22 Jun 2020 16:57

Operator : SY/MD

Sample : L3071-03

Misc : 7.71G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Benzene, l-ethyl-4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.99 56.82 ug/1 122927000 1,4-Dichlorobenzene-d4 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 86
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 83
3 1.3-Cvclopentadiene. 5-(l-methvl... 120 C9H12 003141-02-4 83
4 Cvclohexane. 1.2.4-tris(methvlene)- 120 C9H12 014296-81-2 72
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 72
Abundance Scan 1846 (12.991 min): VY002978.D (-1838) (-) m/z 120.10 100.00%

105120
5000 7 91
39 6 12.60 12.80 13.00 13.20 13.40

0 188 oA Ieo188 ek | m/z 105.05 _ 99.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9424: Benzene, 1-ethyl-4-methyl-
5000

12.60 12.80 13.00 13.20 13.40
m/z_ 91.10 41.05%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105

12.60 12.80 13.00 13.20 13.40

5000 m/z 77.05 35.88%
120
. 15 39 63 77 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9462: 1,3-Cyclopentadiene, 5-(1-methylpropylidene)-
105 12.60 12.80 13.00 13.20 13.40
m/z 106.10 33.97%
o1 120
5000
39 77
6
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062220\
Data File : VY002978.D

Aca On : 22 Jun 2020 16:57

Operator : SY/MD

Sample : L3071-03

Misc : 7.71G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Benzene, 2-propenyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.63 48.05 ug/1 103953000 1,4-Dichlorobenzene-d4 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-propenvl- 118 C9H10 000300-57-2 70
2 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 70
3 Benzene. 1-propenvl- 118 C9H10 000637-50-3 70
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 70
5 Benzene, l-ethenyl-3-methyl- 118 C9H10 000100-80-1 70
Abundance Scan 1951 (13.631 min): VY002978.D (-1946) (-) m/z 117.10 100.00%
117
- J‘M
63 77 ¥ 134
39 13.40 13.60 13.80 14.00
0 X ...|.,..1??,1.‘?5.‘.1,5.“.‘..,.... 289 Tm/z 118.10  80.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8961: Benzene, 2-propenyl-
117
5000 o1 LRELLE UL SULRULN UL U
13,40 13.60 13.80 14.00
m/z 105.10 56.69%

39 65
o 52 8 104 |
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
117

13.40 13.60 13.80 14.00

5000 m/z 115.05 49.67%
91
39 58
ol 26 T 104
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8962: Benzene, 1-propenyl-
117 13.40 13.60 13.80 14.00

m/z 91.05 25.16%

5000
91

27 Lea 7 | 104

0 N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY062220\
Data File : VY002978.D

Acq On : 22 Jun 2020 16:57

Operator : SY/MD

Sample : L3071-03

Misc : 7.71G/5ML/MSVOA_Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
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]
Butane, 2-methyl- 2.99 66.3 ug/1 278055000 1 7.86 209575000 50.0
Cyclopentene, 1-m... 7.64 50.0 ug/1 209575000 1 7.86 209575000 50.0
Dodecane, 1-fluoro- 10.86 50.3 ug/1 34234200 3 11.53 34047100 50.0
Heptane, 3,5-dime... 10.95 89.9 ug/1 61218300 3 11.53 34047100 50.0
Octane, 3-methyl- 11.44 103.2 ug/1 70290100 3 11.53 34047100 50.0
3,5-Octadiyne 11.64 328.1 ug/l 223433000 3 11.53 34047100 50.0
unknownl12 .83 12.83 58.3 ug/1 126157000 4 13.44 108167000 50.0
Benzene, l-ethyl-_.. 12.99 56.8 ug/1 122927000 4 13.44 108167000 50.0
Benzene, 2-propenyl- 13.63 48.0 ug/l1 103953000 4 13.44 108167000 50.0
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