LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA W\DATA\VW0O81718\

Data File : VW004723.D

Aca On - 16 Aug 2018 03:37

Operator : SY/AP

sample - J4448-05

Misc - 6.99G/5ML/MSVOA W/SOIL oA oo s
ALS Vial : 27 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 > Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W080618S.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 1.813 28 37 57 rVB 2451697 5842348 100.00% 21.260%
2 4.130 408 417 428 rBV 47800 133654 2.29% 0.486%
3 4.916 532 546 563 rBV2 50437 199747 3.42% 0.727%
4 7.153 900 913 931 rBV 91988 270523 4.63% 0.984%
5 7.885 1024 1033 1038 rBV 461274 1086494 18.60% 3.954%

7.952 1038 1044 1057 rVB 783422 1716379 29.38% 6.246%
8.312 1086 1103 1116 rBV 442441 1001370 17.14% 3.644%
8.848 1181 1191 1203 rBV 1172449 2307653 39.50% 8.397%
1424 1434 1441 rBV 1329040 2344412 40.13% 8.531%
11.634 1639 1648 1658 rBV 1468254 2421027 41.44% 8.810%

=
QOO ~NO®
=
o
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11 12.476 1778 1786 1791 rBV 343211 569628 9.75% 2.073%
12 12.524 1791 1794 1802 rVB2 56964 90118 1.54% 0.328%
13 12.622 1802 1810 1816 rBV 1176563 1931106 33.05% 7.027%
14 12.689 1816 1821 1826 rBV 383039 625379 10.70% 2.276%
15 12.963 1859 1866 1872 rBv2 189135 316032 5.41% 1.150%

16 13.030 1872 1877 1885 rVB 488438 822671 14.08% 2.994%
17 13.280 1909 1918 1928 rBV 1310343 2016092 34.51% 7.336%
18 13.427 1931 1942 1945 rBV4 44771 92447 1.58% 0.336%
19 13.475 1945 1950 1952 rVvVv 276388 429248 7.35% 1.562%
20 13.506 1952 1955 1959 rvVv 343014 502192 8.60% 1.827%

21 13.561 1959 1964 1972 rVB 1668732 2762446 47.28% 10.052%

Sum of corrected areas: 27480966
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW081718\
Data File : VW004723.D

Aca On : 16 Aug 2018 03:37

Operator : SY/AP

Sample = J4448-05

Misc : 6.99G/5ML/MSVOA W/SOIL

ALS Vial : 27 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W080618S_M
SW846 8260

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

Abundance TIC: VW004723.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW081718\
Data File : VW004723.D

Aca On : 16 Aug 2018 03:37

Operator : SY/AP

Sample = J4448-05

Misc : 6.99G/5ML/MSVOA W/SOIL

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W080618S_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 _alpha.-Pinene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.48 11.76 ug/Il 569628 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 97
2 (1R)-2.6.6-Trimethvilbicvclol3.1.... 136 C10H16 007785-70-8 96
3 Bicvclol3.1.11hept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 91
4 _gamma.-Terpinene 136 C10H16 000099-85-4 76
5 (+)-3-Carene 136 C10H16 000498-15-7 74
Abundance Scan 1787 (12.482 min): VW004723.D (-1778) (-) m/z 93.10 100.00%
9B
5000
77
105 121
136 12.20 12.40 12.60 12.80
0 .,....,....|,|.'...,'.'.'. .?1"- ...!|I-..8.6.,.!..,.-.|:'.,..~.'.||..%.2?....,... m/z 91.10 54.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15705: .alpha.-Pinene
9B
5000
77 12.20 12.40 12.60 12.80
41 m/z 92.00 38.56%
27 | ‘| 105 121
SN VNN | .|. &0 .|. S R /P R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15854: (1R)-2,6,6-TrimethyIbicyclo[3.1.1]hept-2-ene
9B
12.20 12.40 12.60 12.80
5000 m/z 77.00 32.23%
41
105 121 136
o | M L L | \
W'”'P'”I”'W'”'I'”I'”I”'W'”'P'“I”'W'”'P'”I“'
m/z--> 20 30 40 50 70 90 100 110 120 130 140
Abundance #15837: B|cyc|o[3.l.l]hept 2-ene, 3,6,6-trimethyl-
983 12.20 12.40 12.60 12.80
m/z 79.00 25.65%
5000
41 7
G A VO e S
o) NN R — \I\I\II ”\I\I ||||‘|||| A S Y O
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW081718\
Data File : VW004723.D

Aca On : 16 Aug 2018 03:37

Operator : SY/AP

Sample = J4448-05

Misc : 6.99G/5ML/MSVOA W/SOIL

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W080618S .M
Quant Title : 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 Bicyclo[2.2_.1]heptane, 7,7-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.69 11.32 ug/Il 625379 1,4-Dichlorobenzene-d4 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.11heptane. 7.7-dimet... 136 C10H16 000471-84-1 96
2 Bicvclol2.2.11heptane. 2.2-dimet... 136 C10H16 005794-03-6 91
3 Cvclohexene. 5-methvl-3-(1-methy... 136 C10H16 056816-08-1 72
4 3-Carene 136 C10H16 013466-78-9 52
5 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C10H16 000497-32-5 49
Abundance Scan 1821 (12.689 min): VW004723.D (-1816) (-) m/z 93.05 100.00%
5000
12.40 12.60 12.80 13.00
0 m/z 79.05 75 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15887: Bicyclo[2.2.1]heptane, 7,7-dimethyl-2-methylene-
5000
121 12.40 12.60 12.80 13.00
1T7 136 m/z 91.00 52.09%
0 'J!"ﬁ"'l”"l'”'l"”l"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15904: Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene-, ...
93
79
12.40 12.60 12.80 13.00
0
5000 i 1 m/z 80.05 43.70%
&7 107
e
0 ...lu‘l‘..i“..“l“.l‘.“l‘..‘l‘...‘.lu‘luul‘...l|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15899: Cyclohexene, 5-methyl-3-(1-methylethenyl)-, trans-(-)
9 9B 136 12.40 12.60 12.80 13.00
121 m/z 121.05 42.85%
5000 107
41
27 55 67 ‘
o 15 ..H‘A".H‘.‘.“"...‘.‘|....|....|....|.... SN S W S WA ¥ S W—
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW081718\
Data File : VW004723.D

Aca On : 16 Aug 2018 03:37

Operator : SY/AP

Sample = J4448-05

Misc : 6.99G/5ML/MSVOA W/SOIL

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W080618S_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 _beta.-Myrcene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.96 5.72 ug/l 316032 1,4-Dichlorobenzene-d4 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-Mvrcene 136 C10H16 000123-35-3 90
2 .beta.-Pinene 136 C10H16 000127-91-3 49
3 Tricvclol2.2.1.0(2.6)1heptane. 1... 136 C10H16 000508-32-7 47
4 Bicvclol3.1.01hexane. 4-methvlen... 136 C10H16 003387-41-5 47
5 .beta.-Phellandrene 136 C10H16 000555-10-2 46

Abundance Scan 1865 (12.957 min): VW004723.D (-1859) (-) m/z 93.10 100.00%

41

5000

105 119 454 12.60 12.80 13.00 13.20

176

207 223

0 m/z 41.05 87.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15697: .beta.-Myrcene
41
69 93
5000
27 12.60 12.80 13.00 13.20
53 m/z 69.10 82.40%
ol 15 0 107 121 136
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15691: .beta.-Pinene
@B
41 12.60 12.80 13.00 13.20
5000 m/z 91.10 30.89%
69
27 3
‘ 5 HO ‘ 107 121 136
0..}ﬁ.ﬂ.4u.wwﬁh.ﬂu.ﬁ e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15873: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl-
93 12.60 12.80 13.00 13.20
m/z 38.95 25.28%
5000
41
121
27 H 53 67 “ ‘ 105 ‘ 136
0.”., “ “‘ ‘. ““M.w..”,”........”,.”.,”.
m/z--> 20 4 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW081718\
Data File : VW004723.D

Aca On : 16 Aug 2018 03:37

Operator : SY/AP

Sample = J4448-05

Misc : 6.99G/5ML/MSVOA W/SOIL

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W080618S_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 7 Bicyclo[3.1.1]heptane, 6,6-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.03 14.89 ug/I 822671 1,4-Dichlorobenzene-d4 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptane. 6.6-dimet... 136 C10H16 018172-67-3 96
2 .beta.-Pinene 136 C10H16 000127-91-3 95
3 .alpha.-Pinene 136 C10H16 000080-56-8 94
4 Cvclohexene. 4-methvlene-1-(l-me... 136 C10H16 000099-84-3 91
5 Bicyclo[3.1.0]hexane, 4-methylen... 136 C10H16 003387-41-5 91
Abundance Scan 1877 (13.030 min): VW004723.D (-1872) (-) m/z 93.10 100.00%
B
5000
41 69
121
5 107141136 12.80 13.00 13.20 13.40
0 208 281 m/z 41.05 33.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15908: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene-, ...
]
5000 a1
69 12.80 13.00 13.20 13.40
121 m/z 69.10 32.28%
21 5 107" 136
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15691: .beta.-Pinene
9B
41 12.80 13.00 13.20 13.40
5000 m/z 91.10 30.70%
‘ ‘ 107121136
Obrrr e F‘ J,”.w”..”” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15705: .alpha.-Pinene
93 12.80 13.00 13.20 13.40
m/z 79.10 26 .43%
5000
Ty | Lt
o.np.nmmhﬂi e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW081718\
Data File : VW004723.D

Aca On : 16 Aug 2018 03:37

Operator : SY/AP

Sample = J4448-05

Misc : 6.99G/5ML/MSVOA W/SOIL

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W080618S_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 3-Carene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.28 36.49 ug/1 2016090 1,4-Dichlorobenzene-d4 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Carene 136 C10H16 013466-78-9 96
2 (+)-3-Carene 136 C10H16 000498-15-7 95
3 (1R)-2.6.6-Trimethvlbicvclol3.1.... 136 C1l0H16 007785-70-8 93
4 4-Carene. (1S.3R.6RY-(-)- 136 C10H16 005208-49-1 90
5 Cyclopropane, 1,1-dimethyl-2-(3-... 136 C10H16 068998-21-0 90
Abundance Scan 1918 (13.280 min): VW004723.D (-1909) (-) m/z 93.05 100.00%
93 ?
5000
13.00 13.20 13.40 13.60
o} m/z 91.00 53.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15664: 3-Carene
93
5000
79 13.00 13.20 13.40 13.60
105 1”-136 m/z 77.00 35.41%
41 53 67
0 2 'Hh'”ﬁ"'l“"l'“'|'“'|"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15686: (+)-3-Carene
93
13.00 13.20 13.40 13.60
5000 m/z 79.00 33.09%
M 77 121 136
s 7 | Boes || ||
0 IIIII\I\II‘I‘II\IHII ‘H‘:|‘|‘|||‘|||M|||‘|||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15852: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93 13.00 13.20 13.40 13.60
m/z 92.10 28.21%
5000
41 v 121
105
hsZ fee | | e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW081718\
Data File : VW004723.D

Acq On : 16 Aug 2018 03:37

Operator : SY/AP

Sample - J4448-05

Misc : 6.99G/5ML/MSVOA_W/SOIL

ALS Vial : 27 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W080618S_M
SW846 8260

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
-alpha.-Pinene 12.48 11.8 ug/I1 569628 3 11.63 2421030 50.0
Bicyclo[2.2.1]hep... 12.69 11.3 ug/I1 625379 4 13.57 2762450 50.0
-beta.-Myrcene 12.96 5.7 ug/Il 316032 4 13.57 2762450 50.0
Bicyclo[3.1.1]hep... 13.03 14.9 ug/I1 822671 4 13.57 2762450 50.0
3-Carene 13.28 36.5 ug/1 2016090 4 13.57 2762450 50.0
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