LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX041819\
Data File : VX009051.D

Aca On : 18 Apr 2019 18:05

Operator : JC/SP

Sample : K2461-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 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 X\METHOD\82X041519W.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 1.617 66 76 78 rBv8 6442 13875 1.11% 0.213%
2 2.446 205 212 220 rVB2 8075 14410 1.15% 0.222%
3 5.501 701 713 726 rBV2 133314 379574 30.35% 5.839%
4 5.665 729 740 753 rVB 239617 675363 54.01% 10.390%
5 6.068 794 806 823 rBV 164610 438855 35.09% 6.751%

6.860 925 936 957 rBV 392735 923208 73.83% 14.203%
8.640 1223 1228 1233 rBV 7963 12695 1.02% 0.195%
8.714 1233 1240 1252 rVV 798297 1250533 100.00% 19.239%
10.110 1463 1469 1485 rBV 712185 1005502 80.41% 15.469%
11.134 1631 1637 1650 rBV 549394 729120 58.30% 11.217%

=
QO ~NO®

11 11.859 1750 1756 1765 rBV 164671 208956 16.71% 3.215%
12 12.079 1786 1792 1802 rVB 682445 848066 67.82% 13.047%

Sum of corrected areas: 6500157
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX041819\
Data File : VX009051.D

Aca On : 18 Apr 2019 18:05

Operator : JC/SP

Sample : K2461-01

Misc - 5.0mL/MSVOA X/WATER

ALS Vial :© 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X041519W .M

SW846 8260

TIC Library :
TIC Integration Parameters:

C:\DATABASE\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX041819\
Data File : VX009051.D

Aca On : 18 Apr 2019 18:05

Operator : JC/SP

Sample : K2461-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X041519W_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 5-Hepten-2-one, 6-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.86 12.32 ug/Il 208956 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Hepten-2-one. 6-methvl- 126 C8H140 000110-93-0 90
2 endo-2-Methvl-2-norbornanol 126 C8H140 003212-16-6 32
3 6-0Octen-2-one. (2)- 126 C8H140 074810-53-0 17
4 3-Octen-2-one. (E)- 126 C8H140 018402-82-9 16
5 1H-Imidazole, 1-(2-propenyl)- 108 C6H8N2 031410-01-2 16
Abundance Scan 1756 (11.859 min): VX009051.D (-1750) (-) m/z 43.00 100.00%
43
5000
5 69 108
93 1160 1180 12.00 1220
126 11.60 11.80 12.00 12.20
o..,....,..??l;'. 29,1),]. 63 || . -~-'...,'.|...,....',|....,..:.,... m/z 41.10 52.16%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #11390: 5-Hepten-2-one, 6-methyl-
43
5000 L SN UL UL B
55 69 108 11,60 11.80 12.00 12.20
27 m/z 55.05 37.81%
‘ ;83 93 126
O'W'”MP'”Ql“'PM”I”"m'”l”'wj”'l”'”'”'v'lW'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
59 R B SN AR B
11.60 11.80 12.00 12.20
5000 71 m/z 69.10 34 .52%
83
93
111
53 126
o 35 i T 99105 118
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11338: 6-Octen-2-one, (2)- LR UL LRI LU I
43 68 11.60 11.80 12.00 12.20
m/z 108.10 32.51%
5000
27 55
0 ‘\ 37“ 49\‘ ‘62 | 778 9197 1% 448 1%6
m/z--> 20 30 40 50 60 70 85 %0 160 110 120 130 11.60 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX041819\
Data File : VX009051.D

Acq On : 18 Apr 2019 18:05

Operator : JC/SP

Sample - K2461-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X041519W_M
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]

5-Hepten-2-one, 6... 11.86 12.3 ug/Il 208956 4 12.08 848066 50.0
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