LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW011419\
Data File : VW008250.D

Aca On : 14 Jan 2019 16:38

Operator : SY/VA

Sample : K1135-03

Misc : 5.09G/5ML/MSVOA W/SOIL

ALS Vial : 14 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\82W010819S.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

4.147 358 368 378 rBv2 4659 16226 2.79% 0.486%
4.910 488 493 502 rVB7 4391 11133 1.92% 0.333%
rBv 6609 19180 3.30% 0.574%
7.885 971 981 986 rBV 78017 187132 32.23% 5.600%
7.946 986 991 1000 rVB 136371 295837 50.96% 8.854%
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8.305 1039 1050 1061 rVB 74426 165257 28.47% 4.946%
8.842 1127 1138 1150 rBV 208026 411124 70.82% 12.304%
rBv 332997 580552 100.00% 17.375%
11.067 1499 1503 1507 rBV4 5787 9483 1.63% 0.284%
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1 11.634 1588 1596 1604 rVB 293132 493030 84.92% 14.755%
11 11.829 1623 1628 1633 rBv8 3270 6541 1.13% 0.196%
12 12.128 1673 1677 1684 rVB9 4838 9591 1.65% 0.287%
13 12.451 1724 1730 1735 rBV10 6526 16289 2.81% 0.487%
14 12.622 1752 1758 1764 rBV 245325 393634 67.80% 11.781%
15 12.884 1799 1801 1805 rVvv5 3835 6083 1.05% 0.182%
16 12.945 1807 1811 1818 rVvv9 9617 26180 4_.51% 0.784%
17 13.085 1832 1834 1843 rVB8 8307 11011 1.90% 0.330%
18 13.207 1850 1854 1859 rVB8 5946 12345 2.13% 0.369%
19 13.262 1860 1863 1867 rBV6 4438 8097 1.39% 0.242%
20 13.365 1874 1880 1881 rBV6 4089 8444 1.45% 0.253%
21 13.560 1906 1912 1921 rVB 308906 487041 83.89% 14.576%
22 13.798 1940 1951 1960 rVB 12256 50441 8.69% 1.510%
23 13.877 1960 1964 1967 rBV5 5153 9101 1.57% 0.272%
24 14.085 1994 1998 2013 rVB6 14291 54042 9.31% 1.617%
25 14.194 2014 2016 2022 rVB7 4320 6781 1.17% 0.203%
26 14.542 2066 2073 2082 rBV7 7157 25801 4._.44% 0.772%
27 16.645 2413 2418 2431 rVB7 5809 20973 3.61% 0.628%
Sum of corrected areas: 3341349
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW011419\
Data File : VW008250.D

Aca On : 14 Jan 2019 16:38

Operator : SY/VA

Sample : K1135-03

Misc : 5.09G/5ML/MSVOA W/SOIL

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W010819S.M
Quant Title : SW846 8260

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

Abundance TIC: VW008250.D

300000

250000

200000

150000

100000

50000
4.15 4.91

R T e AR AARRARRE L o s L R RARAR RARRY

Time-->  2.00 2.20 2.40 2.60 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 6.20 6.40 6.60 6.80

Abundance TIC: VW008250.D

300000

250000

8.84

200000

150000 7.95

100000

50000

10.32

Bl

11.07
JIWAN

11.63

L

e e e i B A B A R R

I TTT
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00

T
10.50

T
11.00

—T
11.50

Abundance TIC: VW008250.D
300000
12.62
250000
200000

150000

100000

50000
1213 1245 178913.08128.37 1380851408 10 1454

¥t
Time-->  12.00 12.50 13.00 13.50 14.00 14.50 15.00

— T
15.50

—
16.00

82W010819S.M Tue Jan 15 15:13:06 2019




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW011419\
Data File : VW008250.D

Aca On : 14 Jan 2019 16:38

Operator : SY/VA

Sample : K1135-03

Misc : 5.09G/5ML/MSVOA W/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W010819S.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 1 Neopentylidenecyclohexane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

13.80 5.18 ug/Il 50441 1,4-Dichlorobenzene-d4 13.56

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 55
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 30
3 Bicvclol3.1.1Theptan-3-one. 2-et... 166 C11H180 1000163-95-8 25
4 2-Anthracenamine 193 C14H1i1N 000613-13-8 25
5 1-(10,10-Dimethyl-3,3-dioxo-3-th... 311 C16H25N03S 1000210-42-6 22

Abundance Scan 1951 (13.798 min): VW008250.D (-1940) (-) m/z 69.05 100.00%
9
5000
137 152
13.40 13.60 13.80 14.00 14.20
0 m/z 41.00 83.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25430: Neopentylidenecyclohexane
69
81
5000 4l o5 109 137 L o i e
152 13. 40 13 60 13. 80 14. 00 14 20
‘ m/z 193.10 80.55%
o35 w S N —
m/z--> 20 100 120 140 160 180 200
Abundance
193
123 13.40 13.60 13.80 14.00 14.20
5000 69 95 109 m/z 97.05 71.67%
55 83 137
151
165 179 208
o) ESMMAMENNIRESL NS [ MAFUS S RS |SES E. S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35096: Bicyclo[3.1.1]heptan-3-one, 2-ethyl-6,6-dimethy!- T
69 13.40 13.60 13.80 14.00 14.20
97 m/z 123.10 69.69%
5000 41 55
81
166
N O O W I A
m/z--> 20 40 60 80 100 120 140 160 180 200 13. 40 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW011419\
Data File : VW008250.D

Aca On : 14 Jan 2019 16:38

Operator : SY/VA

Sample : K1135-03

Misc : 5.09G/5ML/MSVOA W/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W010819S.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 2 unknownl14.08 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.08 5.55 ug/Il 54042 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Ouinolinone. 4-(4-methoxvp... 267 C16H13N0O3 068903-83-3 35
2 Quinazolin-4(3H)-one. 2-(4.6-dim... 267 C14H13N50 332382-56-6 22
3 N-Methvl-2-(4-chlorophenvl)eth-2._.. 268 C16H13CIN2 002562-96-1 22
4 6-Chloromethvl-benzol4.5Timidazo... 267 C15H10CIN3 070371-92-5 14
5 Octadecanoic acid, ethenyl ester 310 C20H3802 000111-63-7 12
Abundance Scan 1997 (14.079 min): VW008250.D (-1994) (-) m/z 73.00 100.00%
7B
5000 267
l 95 109 23137 154 179193207 o 249 13.80 14.00 14.20 14.40
0 ”.|.| ....|.| nI |u||l.l.:.|| |""'“i'|!| J NRTRTTATS '.".'ll .'.'..,.'...,'....,..“..,.!'.., m/z 266.90 43.34%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116470: 2(1H)-Quinolinone, 4-(4-methoxyphenoxy)-
267
148 A
5000 L S BN SULSLN I
120 252 13.80 14.00 14.20 14.40
m/z 56.30 16.59%
‘ ‘ 224
0"W'”'P'“I”'W'L'P'”I”'W'”'"” RBBNNAASS SRy NS
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
120 267
13.80 14.00 14.20 14.40
5000 149 m/z 207.10 13.79%
67 90
39 107 434
0 53 171184 198211 226239252
mz-> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117316: N-Methyl-2-(4-chlorophenyl)eth-2-en-2-yl-1H-benzi...
267 13.80 14.00 14.20 14.40
m/z 268.00 12.80%
5000
217231 h
o} e

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW011419\
Data File : VW008250.D

Acq On : 14 Jan 2019 16:38

Operator : SY/VA

Sample - K1135-03

Misc : 5.09G/5ML/MSVOA_W/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W010819S.M
Quant Title : SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Neopentylidenecyc... 13.80 5.2 ug/Il 50441 4 13.56 487041 50.0
unknownl14 .08 14.08 5.5 ug/Il 54042 4 13.56 487041 50.0
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