LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY121719\
Data File : VY000979.D

Aca On : 17 Dec 2019 15:27

Operator : SY/MD

Sample - K6350-01

Misc : 6.1G/5ML/MSVOA Y/SOIL

ALS Vial : 11 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 Y\METHODS\82Y112719S_.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 7.730 973 983 989 rBV2 169822 407340 4.69% 1.944%
2 7.803 989 995 1007 rVB 295964 652188 7 .50% 3.113%
3 8.150 1043 1052 1064 rBV 179894 391901 4_.51% 1.871%
4 8.699 1131 1142 1152 rBV 479683 948848 10.91% 4_.529%
5 10.181 1377 1385 1391 rBV 772748 1311525 15.09% 6.260%

10.242 1391 1395 1404 rVB 54619 90831 1.04% 0.434%
11.485 1593 1599 1607 rBV 687901 1112949 12.80% 5.312%
12.229 1710 1721 1728 rVB 66942 124369 1.43% 0.594%
12.333 1730 1738 1749 rBVY 5393980 8693311 100.00% 41.495%
12.479 1753 1762 1768 rBVY 543352 841690 9.68% 4.018%

=
QO ~NO®

11 12.583 1768 1779 1786 rVB 516688 885771 10.19% 4.228%
12 12.826 1812 1819 1824 rVV 1073573 1539013 17.70% 7.346%
13 12.887 1824 1829 1836 rVB 740890 1162793 13.38% 5.550%
14 13.107 1859 1865 1876 rVB2 341122 546304 6.28% 2.608%
15 13.332 1896 1902 1905 rBV 120375 190606 2.19% 0.910%

16 13.363 1905 1907 1911 rVvVv 110367 148737 1.71% 0.710%
17 13.424 1911 1917 1930 rVB2 1127935 1771360 20.38% 8.455%
18 13.869 1985 1990 2000 rBV2 78568 130519 1.50% 0.623%

Sum of corrected areas: 20950055
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY121719\
VY000979.D

17 Dec 2019 15:27

SY/MD

K6350-01

6.1G/5ML/MSVOA Y/SOIL

11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y112719S .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: VY000979.D

0

Time-->

1.80 2.00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 560 580 600 620 6.40 6.60

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: VY000979.D

11.49

Time-->

T —T— T —T— T
9.50 10.00 10.50 11.00 11.50

Abundance

5000000

4000000

3000000

2000000

1000000

0

12.2L

TIC: VY000979.D

13.42

12.83
3.11

12.48 58 Az/'\89 1
M-

13.87

T
Time--> 12.00

T f T I T T T T
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY121719\
Data File : VY000979.D

Aca On : 17 Dec 2019 15:27

Operator : SY/MD

Sample : K6350-01

Misc : 6.1G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y112719S .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 3-Carene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.23 5.59 ug/Il 124369 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Carene 136 C10H16 013466-78-9 94
2 (+)-3-Carene 136 C10H16 000498-15-7 91
3 Cvclohexene. 4-methvlene-1-(1-me... 136 C10H16 000099-84-3 90
4 _agamma.-Terpinene 136 C10H16 000099-85-4 90
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 87
Abundance Scan 1721 (12.229 min): VY000979.D (-1710) (-) m/z 93.10 100.00%
93
5000
136 S A U, N
|| 55 || | 105 1Tl 12100 1220 12,40 12.60
0..,....,....,....-,.':..".'....'!l.,....|-....,..-..,..|.".,....-,....,....,... m/z 91.10 36.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15672: 3-Carene
93
5000 LR SURILE SRR UL
77 nmnmnmnm
27 Al 121 136 m/z 77.00 27.27%
0--.----.---‘-‘.----W---.‘-‘-‘--6.0--‘-‘-.- .8.4..,....,....,1.1.3..,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
"'12.00 12.20 12/40 12,60
5000 m/z 79.00 25.74%
a1 77 121 136
15 27 53 ¢ 67 84 105
mmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15844: Cyclohexene, 4-methylene-1-(1-methylethyl)- SNSS W) —
93 nmnmnmnm

m/z 92.10 24 .21%

5000
41 136
s ol e ow
0 L 11 m\ Il Ly ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1200 1220 1240 1260
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY121719\
Data File : VY000979.D

Aca On : 17 Dec 2019 15:27

Operator : SY/MD

Sample : K6350-01

Misc : 6.1G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y112719S .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 Camphene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.58 25.00 ug/1 885771 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Camphene 136 C10H16 000079-92-5 97
2 Cvclohexene. 1l-methvl-3-(l1-methy... 136 C10H16 000499-03-6 87
3 (H)-4-Carene 136 C10H16 029050-33-7 81
4 2-Carene 136 C10H16 000554-61-0 74
5 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C10H16 005794-04-7 70
Abundance Scan 1779 (12.583 min): VY000979.D (-1768) (-) m/z 93.10 100.00%
9B
121
5000 79
67 107
4l 53 136 AR AN BN BN BN
|| | h | " 129 | 12.20 12.40 12.60 12.80 13.00
o R PRSI P 1P O T . N m/z 121.05 64.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15676: Camphene
93
121
5000
a1 67 107 12.20 12.40 12.60 12.80 13.00
o7 ‘ 53 ‘ ‘ 136 m/z 79.10 38.07%
0”,}?,”LM.HLMHNU”“JHM.hM§§MH.“ml“”.ﬂn.“”.“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93 121 136
12.20 12.40 12.60 12.80 13.00
5000 29 m/z 91.05 34.77%
41 107
27 5 67
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15688: (+)—4—Carene | LI LA B |/}/|\| Tt
93 121 12.20 12.40 12.60 12.80 13.00
m/z 67.10 29.26%
136
5000
79
41 e ‘ 105
67
0'WH'w'”w'“MU”'NL§gLMVHI%§qlt'wmhw“”w“'w““w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY121719\
Data File : VY000979.D

Aca On : 17 Dec 2019 15:27

Operator : SY/MD

Sample : K6350-01

Misc : 6.1G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y112719S.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 3 Bicyclo[3.1.1]heptane, 6,6-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.89 32.82 ug/1 1162790 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptane. 6.6-dimet... 136 C10H16 018172-67-3 97
2 _beta.-Pinene 136 C10H16 000127-91-3 94
3 Cvclohexene. 4-methvlene-1-(1-me... 136 C10H16 000099-84-3 91
4 Tricvclol2.2.1.0(2.6)Theptane. 1... 136 C10H16 000508-32-7 90
5 Bicyclo[3.1.0]hexane, 4-methylen... 136 C10H16 003387-41-5 87
Abundance Scan 1829 (12.887 min): VY000979.D (-1824) (-) m/z 93.10 100.00%
93
5000
41 69
53 0 107 121 136 207 12.60 12.80 13.00 13.20
o et e 2% m/z 41.10  31.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15908: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene-, ...
93
5000 A
12,60 12.80 13.00 13.20
‘ 11 m/z 69.10 30.68%
‘ 107 136
Ollllsll‘\ M \‘\ “ ||||“|||“|||‘|‘||||||||||||||||||||||||
m/z--> 20 100 120 140 160 180 200
Abundance
93
a1 12,60 12,80 13.00 13.20
5000 m/z 91.10 28.82%
69
27 53
. 15 80 107 121 136
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #15844: Cyclohexene, 4-methylene-1-(1-methylethyl)-
9B 12.60 12.80 13.00 13.20
m/z 79.05 24 _.37%
5000
136
|
0...,”..,”Uu ”"I”'MIM"J”"I”"I'”'I'”'I'”'
m/z--> 20 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY121719\
Data File : VY000979.D

Acq On : 17 Dec 2019 15:27

Operator : SY/MD

Sample - K6350-01

Misc : 6.1G/5ML/MSVOA_Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y112719S .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]
3-Carene 12.23 5.6 ug/Il 124369 3 11.49 1112950 50.0
Camphene 12.58 25.0 ug/I1 885771 4 13.42 1771360 50.0
Bicyclo[3.1.1]hep... 12.89 32.8 ug/1 1162790 4 13.42 1771360 50.0
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