LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111521\
Data File : VD071026.D

Acqg On : 15 Nov 2021 13:53

Operator : VA/SY

Sample : M4595-05

Misc : 5.51G/5.00ml/MSVOA D/SOIL CMC-ICS-TC-001-01-04

ALS vial : 8 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 D\Method\82D110921S.M

Title : SW846 8260

Signal : TIC: VDO71026.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.161 371 381 390 rBv2 25619 73673 4.14% 0.656%
2 4.420 415 425 433 rVB2 8833 23208 1.30% 0.206%
3 7.914 1009 1019 1024 rBV 209613 496267 27.90% 4.416%
4 7.979 1024 1030 1040 rVB 417463 924615 51.98%  8.227%
5 8.332 1079 1090 1099 rBV 206312 478284 26.89%  4.256%

6 8.861 1171 1180 1190 rBV 610377 1250403 70.30% 11.125%
7 10.338 1422 1431 1440 rBV 988825 1778715 100.00% 15.826%
8 11.638 1644 1652 1663 rBV 947848 1603888 90.17% 14.271%
9 12.479 1786 1795 1805 rBV 460758 788820 44.35% 7.019%
10 12.626 1813 1820 1829 rVB 773159 1281227 72.03% 11.400%

11 12.732 1829 1838 1842 rBV4 16859 31514 1.77% 0.280%
12 12.943 1868 1874 1881 rVB2 37846 62817 3.53% 0.559%
13 13.032 1883 1889 1896 rVB3 19160 32774 1.84% 0.292%
14 13.508 1961 1970 1974 rBV 78310 133324 7.50% 1.186%
15 13.567 1974 1980 1985 rVV 896396 1500996 84.39% 13.355%
16 13.626 1985 1990 2000 rVV 259035 441813 24.84% 3.931%
17 14.461 2126 2132 2139 rBV 138483 230999 12.99% 2.055%
18 15.032 2222 2229 2234 rBV3 46863 86869 4.88% 0.773%
19 15.167 2244 2252 2262 rBV3 6087 18910 1.06% 0.168%
Sum of corrected areas: 11239116
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111521\

: VDO71026.D

: 15 Nov 2021 13:53
: VA/SY

¢ M4595-05

: 5.51G/5.00m1/MSVOA_D/SOIL CMC-ICS-TC-001-01-04
: 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110921S.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111521\
Data File : VD071026.D

Acqg On : 15 Nov 2021 13:53

Operator : VA/SY

Sample : M4595-05

Misc : 5.51G/5.00m1/MSVOA_D/SOIL CMC-ICS-TC-001-01-04

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Eucalyptol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.626 14.72 ug/1 441813 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 96
2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 45
3 5-Hepten-2-one, 6-methyl- 126 C8H140 000110-93-0 35
4 2-Oxabicyclo[2.2.2]octan-6-01, 1... 212 C12H2003 057709-95-2 35
5 2-Isopropyl-5-methylhex-2-enal 154 C10H180 035158-25-9 25
Abundance Scan 1990 (13.626 min): VD071026.D\data.ms (-1985) (- | m/z 43.00 100.00%
43.0
5000 81.0
108 1
154.1 =t e
13.50 14.00
‘M ﬁs H ‘\ \‘\H I L1 13\6"1 ‘ 9
Ot} “u““e‘ et m/z 81.00  45.82%
m/z--> 20 40 80 100 120 140 160
Abundance #30918: Eucalyptol
43.0
81.0
108.0
5000 M ——
154.0 13.50 14.00
m/z 70.95 37.36%
125.0
0\1\5\.?\‘\‘\\‘“1\‘\ 3 ‘\‘\‘H \}\“\h\\}i\\\‘\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance
43.0
—= —
69.0 13.50 14.00
5000 108.0 154.0 40.95  35.72%
91.0 136.0
o M
m/z--> 20 40 60 80 100 120 140 160
Abundance #13046: 5-Hepten-2-one, 6-methyl-
43.0 13 50 14 00
m/z 68.95 33.31%
5000
69.0 108.0
126.0
15.0
0 ‘ | ‘ i ‘ ‘ 91 I ‘ ‘
—r—

T
m/z--> 20 40 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111521\
Data File : VD071026.D

Acqg On : 15 Nov 2021 13:53

Operator : VA/SY

Sample : M4595-05

Misc : 5.51G/5.00m1/MSVOA_D/SOIL CMC-ICS-TC-001-01-04

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2,6,6-Trimethylbicyclo[3.2.... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.461 7.69 ug/l 230999 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,6-Trimethylbicyclo[3.2.0]hep... 150 C1@H140 004613-37-0 91
2 1-Penten-3-yne, 2-methyl- 80 C6H8 000926-55-6 64
3 Bicyclo[2.2.2]oct-5-en-2-one 122 C8H100 002220-40-8 64
4 2H-Indene, 3,3a,4,5,6,7-hexahydro- 122 C9H14 016189-41-6 64
5 Cyclohexene, 3,4-diethenyl-, cis- 134 C10H14 061222-40-0 59
Abundance Scan 2132 (14.461 min): VD071026.D\data.ms (-2126) (- m/z 80.00 100.00%
80.0
5000
39.0 122.0 ‘ ‘ ‘
mi
Obrrprrrdlidh bl b L 250.9 2074 280% .29 06 76.45%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27639: 2,6,6-Trimethylbicyclo[3.2.0]hept-2-en-7-one
80.0
5000 T
122.0 14.50
39.0 m/z 106.95  59.14%
OH\’\‘H\‘i“\\‘w\“\‘\“H“‘\\}\‘\‘\‘H“HH’HH.‘HH‘HH‘HH‘HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
80.0
P
14.50
5000 m/z 91.00 41.61%
39.0
O etk sl e preer e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #11369: Bicyclo[2.2.2]oct-5-en-2-one Pl
80.0 14.50
m/z 39.00 29.70%
5000
s10 | 1220
O b T T T T
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111521\
Data File : VD071026.D

Acqg On : 15 Nov 2021 13:53

Operator : VA/SY

Sample : M4595-05

Misc : 5.51G/5.00m1/MSVOA_D/SOIL CMC-ICS-TC-001-01-04

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Eucalyptol 13.626 14.7 ug/l 441813 4 13.567 1501000 50.0
2,6,6-Trimethyl... 14.461 7.7 ug/l 230999 4 13.567 1501000 50.0
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