LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW120418\
Data File : VW007194.D

Acq On : 04 Dec 2018 18:12

Operator : SY/AP

Sample - J6168-25

Misc : 4_.7G/5ML/MSVOA_W/SOIL

ALS Vial : 17 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 - 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\82W120418S_.M

Title : SW846 8260

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

# min scan scan scan TY height area % max. total
1 4.922 483 495 508 rVB 13167 41548 2.23% 0.599%
2 7.891 972 982 986 rBvY 63743 148159 7.97% 2.137%
3 7.952 986 992 1001 rVvB 148312 329915 17.74%  4.759%
4 8.305 1040 1050 1064 rBvV 59619 134412 7.23% 1.939%
5 8.848 1130 1139 1151 rBV 195666 397399 21.37% 5.733%
6 10.329 1373 1382 1389 rBV 274739 494065 26.57% 7.128%
7 10.713 1437 1445 1462 rBV2 15675 63836 3.43% 0.921%
8 11.634 1589 1596 1607 rBV 264071 441944 23.76% 6.376%
9 12.621 1751 1758 1767 rBV 191332 313643 16.87%  4.525%
10 13.377 1875 1882 1890 rBV 216777 347250 18.67% 5.010%
11 13.475 1890 1898 1899 rVV 68667 91419 4.92% 1.319%

12 13.505 1899 1903 1907 rVvVv 126966 205974 11.08% 2.971%
13 13.560 1907 1912 1917 rVV 224019 369157 19.85% 5.326%
14 13.627 1917 1923 1937 rVB 1112782 1859678 100.00% 26.828%
15 15.017 2140 2151 2160 rBV 714175 1210159 65.07% 17.458%

16 15.127 2160 2169 2181 rVB3 212284 483174 25.98% 6.970%

Sum of corrected areas: 6931732
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW120418\
Data File : VW007194.D

Acq On : 04 Dec 2018 18:12

Operator : SY/AP

Sample - J6168-25

Misc : 4_.7G/5ML/MSVOA_W/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

= Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W120418S_.M
: SW846 8260

= C:\DATABASE\NIST11.L

LSCINT.P

Abundance

1000000

800000

600000

400000

200000

TIC: VW007194.D

4.92

0
Time-->

2.00 2.20 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 600 620 640 6.60 6.80

Abundance

1000000

800000

600000

400000

200000

0

TIC: VW007194.D

10.33 11.63

Time-->

T 7 T
9.00 9.50 10.00

Abundance

1000000

800000

600000

400000

200000

TIC: VW007194.D
363

15.02

Y

13.3813.1

il

Time-->

T T T I T T I T T
12.00 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_W\DATA\VW120418\
Data File : VW007194.D

Acq On : 04 Dec 2018 18:12

Operator : SY/AP

Sample - J6168-25

Misc : 4_.7G/5ML/MSVOA_W/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W120418S_.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 7-Oxabicyclo[2.2.1]heptane,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.38 47.03 ug/1 347250 1,4-Dichlorobenzene-d4 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C10H180 000470-67-7 94
2 cis-1-Hydroxybicyclo[4.4_.0]decane 154 C10H180 003574-58-1 38
3 4-Hepten-3-one, 2,5,6-trimethyl- 154 C10H180 016466-21-0 38
4 Tetrahydrocarvone 154 C10H180 000499-70-7 38
5 Phytol 296 C20H400 000150-86-7 22
Abundance Scan 1882 (13.377 min): VW007194.D (-1875) (-) m/z 111.10 100.00%
43 111
71
5000 55 125
81 154 SR & R A G
| 63 || 9|3 103 139 13.00 13.20 13.40 13.60
Obrprrrrprrrstlr bl S w2030 WL L L Tm/z 43.10  98.32%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26954: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-methylet...
43
71
5000 55 e LSRN SN BRI
13.00 13.20 13.40 13.60
81 125 154 m/z 71.10 74 _.89%
‘ ‘ 139
O'P'”I””I“”IAMI”MQ“"llWLWW”JWl”W'”'P””P'”P'”I”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
111
13.00 1320 13.40 13.60
5000 55 98 154 m/z 55.10 48_.35%

67 83
125 136
o

mmmwmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26777: 4-Hepten-3-one, 2,5,6-trimethyl- R NERmmE T
43 13.00 13.20 13.40 13.60

m/z 69.10 41 _.49%

5000

154

121129 139
T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.00 13 20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW120418\
Data File : VW007194.D

Acq On : 04 Dec 2018 18:12

Operator : SY/AP

Sample - J6168-25

Misc : 4_.7G/5ML/MSVOA_W/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W120418S_.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 Eucalyptol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.63 251.88 ug/Il 1859680 1,4-Dichlorobenzene-d4 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eucalyptol 154 C10H180 000470-82-6 99
2 Trifluoroacetyl-_alpha.-terpineol 250 C12H17F302 1000058-17-6 68
3 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C10H180 000470-67-7 38
4 2-Acetylcyclopentanone 126 C7H1002 001670-46-8 35
5 Terpinen-4-ol 154 C10H180 000562-74-3 35
Abundance Scan 1923 (13.627 min): VW007194.D (-1917) (-) m/z 43.10 100.00%
43
5000
' 13.40 13.60 13.80 14.00
o m/z 81.05 67.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26615: Eucalyptol
43
8t 108
71 R WY A S —
5000 55 93 139 154 13.40 13.60 13.80 14.00
m/z 108.10 54 _.84%
27 125
0”,}?,”Lm.nua”ﬁHMﬁﬁup”Uanuw.nﬁﬂu”ﬂmh,nhu.”“n.“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
69 ' 13.40 13.60 13.80 14.00
5000 81 108 154 m/z 111.05 51.31%
o> 9 139
29 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26957: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-methylet... R R B R
43 71 111 13.40 13.60 13.80 14.00
m/z 71.10 51.27%
154
5000 55 125
g1 9B
‘ ‘ 139
0”“”w””“”ﬂu”ﬁMh”mHJMMLNWH”MHHWLL“JAHHPLWH. SR R Y S G
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW120418\
Data File : VW007194.D

Acq On : 04 Dec 2018 18:12

Operator : SY/AP

Sample - J6168-25

Misc : 4_.7G/5ML/MSVOA_W/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W120418S_.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 [I1-Menthone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.02 163.91 ug/Il 1210160 1,4-Dichlorobenzene-d4 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I-Menthone 154 C10H180 014073-97-3 98
2 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 010458-14-7 98
3 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 000089-80-5 98
4 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 000491-07-6 98
5 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 001196-31-2 96
Abundance Scan 2151 (15.017 min): VW007194.D (-2140) (-) m/z 112.10 100.00%
112
69
41 &5
5000 139
a3 Y7 154
125 007 14.60 14.80 15.00 15.20 15.40
o} S o B E m/z 69.10 72.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26618: I-Menthone
112
69
a
5000 139 LALLM SO B
g3 97 154 14.60 14.80 15.00 15.20 15.40
27 m/z 41.10 55.28%
P e ]
0 |..‘..l..‘.‘.‘l.‘H‘..“l‘...“.‘luu“‘.l‘.‘...i...‘.|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
112
a1 69 14.60 14.80 15.00 15.20 15.40
5000 55 139 m/z 55.10 52.91%
154
27 g3 97
125
R L S S UL UL B B L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26912: Cyclohexanone, 5-methyl-2-(1-methylethyl)-, trans- T RAmar Eae A
112 14.60 14.80 15.00 15.20 15.40
69 m/z 139.20 44 _.81%
5000 41 55 139
g3 97 154
A
0 |....‘i‘...‘.‘l.‘k‘..‘l‘.‘..‘.‘l..“‘.l‘.‘...‘...‘.l....l....l.... I S W A
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW120418\
Data File : VW007194.D

Acq On : 04 Dec 2018 18:12

Operator : SY/AP

Sample - J6168-25

Misc : 4_.7G/5ML/MSVOA_W/SOIL

ALS Vial : 17 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W120418S_.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]
7-Oxabicyclo[2.2.... 13.38 47.0 ug/1 347250 4 13.57 369157 50.0
Eucalyptol 13.63 251.9 ug/l 1859680 4 13.57 369157 50.0
I-Menthone 15.02 163.9 ug/l 1210160 4 13.57 369157 50.0
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