LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091718\
Data File : VW005470.D

Aca On : 18 Sep 2018 09:15

Operator : SY/AP

Sample : J4936-31

Misc : 3.30G/5ML/MSVOA W/SOIL

ALS Vial : 55 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\82W091618S.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 1.959 5 9 20 rvB2 9499 21569 4 .65% 0.687%
2 2.221 48 52 55 rBv5 2897 4932 1.06% 0.157%
3 2.349 70 73 77 rvVvB2 4259 5910 1.28% 0.188%
4 4.922 484 495 509 rvB2 21478 70109 15.13% 2.232%
5 5.946 651 663 670 rBV7Y 3375 9975 2.15% 0.318%

7.141 852 859 869 rVB2 9217 25725 5.55% 0.819%

7.891 973 982 987 rBV 79524 194894 42 .05% 6.204%
993 1004 rvVv 206043 463520 100.00% 14.756%
8.311 1039 1051 1061 rBV 73779 168359 36.32% 5.360%
8.848 1130 1139 1149 rBV 226756 458679 98.96% 14.602%
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11 10.329 1375 1382 1389 rBvV 226906 402527 86.84% 12.814%
12 10.713 1441 1445 1457 rBv4 12736 32556 7.02% 1.036%
13 10.866 1464 1470 1478 rVB 84154 147283 31.77% 4._.689%
14 11.634 1590 1596 1604 rBV 140419 246538 53.19% 7.848%
15 12.622 1753 1758 1764 rBV2 75339 145654 31.42% 4.637%

16 13.566 1908 1913 1917 rBV 62816 131925 28.46% 4._.200%
17 13.798 1943 1951 1963 rVB5 89084 341779 73.74% 10.880%

18 14.109 1995 2002 2012 rVB8 34853 122444 26.42% 3.898%
19 15.767 2266 2274 2285 rVB4 46102 146928 31.70% 4.677%

Sum of corrected areas: 3141306
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091718\
Data File : VWO05470.D

Aca On - 18 Sep 2018 09:15

Operator : SY/AP

Sample : J4936-31

Misc : 3.30G/5ML/MSVOA W/SOIL

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\VOASRV\HPCHEM1\MSVOA W\METHOD\82W091618S.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VW005470.D
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Abundance TIC: VW005470.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091718\
Data File : VW005470.D

Aca On : 18 Sep 2018 09:15

Operator : SY/AP

Sample : J4936-31

Misc : 3.30G/5ML/MSVOA W/SOIL

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W091618S_.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.80 129.54 ug/Il 341779 1,4-Dichlorobenzene-d4 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 62
2 1-Anthracenamine 193 C14H11N 000610-49-1 25
3 2-Anthracenamine 193 C14H11N 000613-13-8 25
4 Trimethvilsilvl 4-methvlbenzoate 208 C11H1602Si 1000368-49-3 18
5 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 15
Abundance Scan 1951 (13.798 min): VW005470.D (-1943) (-) m/z 193.20 100.00%
193
41 55 g9
5000
208 13.40 13.60 13.80 14.00 14.20
222 281 | "m/z 55.10 67.87%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 69 95109 B S BLEES ne s o
55 137 1340 13.60 13.80 14.00 14.20
151 m/z 41.10 67 .29%
165179 208
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55481: 1-Anthracenamine
193
13.40 13.60 13.80 14.00 14.20
5000 165 m/z 69.10 65.07%
97
miz-> 20 40 eb 80 100 150 140 160 180 260 220 240 260 280
Abundance #55483: 2-Anthracenamine A e o
193 13.40 13.60 13.80 14.00 14.20
m/z 109.10 54 _.27%
5000 165
97
28 51 70 | 115 199 78 |
miz-> 20 40 6|0 80 100 12'0 140 160 1&'30 200 220 240 260 280 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091718\
Data File : VW005470.D

Aca On : 18 Sep 2018 09:15

Operator : SY/AP

Sample : J4936-31

Misc : 3.30G/5ML/MSVOA W/SOIL

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W091618S_.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 unknownl14.11 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.11 46.41 ug/1 122444 1,4-Dichlorobenzene-d4 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclopentane. l-methvl-1-(2-meth... 138 C10H18 074764-47-9 43

2 2-(3.3-Dimethvl-oxiran-2-vI1)-5-e... 209 C11H15N0O3 1000194-95-4 43
3 Propanamide. N-(4-methoxvphenvl)... 193 C11H15NO2 1000307-32-2 38
4 Butanamide. N-(4-methoxvphenvl)- 193 C11H15N02 1000306-91-5 38
5 2,5,5,6,1la-Pentamethyl-cis-1la,4a... 208 C14H240 1000215-77-9 27

Abundance Scan 2002 (14.109 min): VW005470.D (-1995) (-)

123

95

41
5000 55 69

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

8l 123
95

41 67

5000

27 138
109

Abundance #17003: Cyclopentane, 1-methyl-1-(2-methyl-2-propenyl)-

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

Abundance
123

95

5000 2 151

166

138 | ‘ 192 209
|

h\h 81 ‘ 108\“ \

#68529: 2-(3,3-Dimethyl-oxiran-2-yl)-5-ethoxy-pyridine-1-oxid

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

Abundance
123

5000 108 193

43
27 65, 80 95

| 150164178

#55328: Propanamide, N-(4-methoxyphenyl)-2-methyl-

m/z 123.10 100.00%

13.80 14.00 14.20 14.40

m/z 95.00 72 .28%

13. 80 14. OO 14. 20 14.40

m/z 41.05 57.48%

13.80 14.00 14.20 14.40

m/z 193.15 50.00%

13.80 14.00 14.20 14.40

m/z 55.10 47 .35%

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

13. 80 14. OO 14. 20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091718\
Data File : VW005470.D

Aca On : 18 Sep 2018 09:15

Operator : SY/AP

Sample : J4936-31

Misc : 3.30G/5ML/MSVOA W/SOIL

ALS Vial : 55 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W091618S_.M
SW846 8260

Quant Method
Quant Title

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 unknownl5.77 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.77 55.69 ug/1 146928 1,4-Dichlorobenzene-d4 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvlocta-3.4-dienal 152 C10H160 000590-71-6 47
2 4-Fluorobenzoic acid. 3-methvlbu... 208 C12H13F02 1000299-15-1 46
3 Bicvclol4.1.0Theptane-7-carboxam... 222 C11H14N20S 329912-72-3 43
4 3-Fluorobenzoic acid. pent-2-en-... 204 C12H9F02 1000292-60-2 43
5 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 43

Abundance Scan 2274 (15.767 min): VW005470.D (-2266) (-) m/z 123.10 100.00%
123
5000
4155 69 95109
207222 T
37 15.40 15.60 15.80 16.00
151
164 179193 200 282 | n/7 55.05  40.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25153: 2,2-Dimethylocta-3,4-dienal
123
81 95
5000 4t A UL R SRR B
67 1540 15.60 15.80 16.00
2 ‘ m/z 41.10 39.95%
n ||||I |||| ||||I| ||.I :II-‘::I)IQI |:!-|3|7|1|5|]:||||| R R R R R R RS e
mz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67444: 4-Fluorobenzoic acid, 3-methylbut-2-enyl ester
123
15.40 15.60 15.80 16.00
5000 68 m/z 69.00 36.68%
il 95
2 | || 10 sesm 28
m/z--> ﬁo Jo eb 8b 160 150 150 160 180 200 220 240 2éo 2§0

Abundance #78743: Bicyclo[4.1.0]heptane-7-carboxamide, N-(2-thiazolyl)- T
55 123 15.40 15.60 15.80 16.00
m/z 109.05 33.69%
5000 95
41
81 140 222
H\ \‘ 1y ‘H 4109 | 154 179194208 \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15. 60 15. 80 16 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW091718\
Data File : VW005470.D

Acq On : 18 Sep 2018 09:15

Operator : SY/AP

Sample - J4936-31

Misc : 3.30G/5ML/MSVOA_W/SOIL

ALS Vial : 55 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W091618S_.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]
Decahydro-4,4,8,9... 13.80 129.5 ug/1 341779 4 13.57 131925 50.0
unknownl4 .11 14.11 46.4 ug/1 122444 4 13.57 131925 50.0
unknownl15.77 15.77 55.7 ug/I1 146928 4 13.57 131925 50.0
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