LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX083018\
Data File : VX004323.D

Aca On - 30 Aug 2018 17:19

Operator : JC/MD

sample - J4735-01 :
Misc - 5.0mL/MSVOA X/WATER e I
ALS Vial : 8 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\82X082218W.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 1.075 75 80 94 rBY 1899589 2467228 100.00% 25.313%
2 2.605 323 331 338 rVB 27473 49956 2.02% 0.513%
3 5.501 793 806 819 rBV 172683 490675 19.89% 5.034%
4 5.659 821 832 847 rVB 237049 655362 26.56% 6.724%
5 6.068 887 899 918 rBV 184015 481662 19.52% 4.942%
6 6.860 1018 1029 1044 rBV 365979 859789 34.85% 8.821%
7 8.714 1326 1333 1342 rBV 918298 1387301 56.23% 14.233%
8 10.110 1556 1562 1579 rBV 718411 1002234 40.62% 10.282%
9 11.140 1725 1731 1742 rBV 697427 905646 36.71% 9.292%
10 12.079 1879 1885 1893 rBvV 924425 1110609 45.01% 11.394%
11 15.145 2380 2388 2392 rBv2 17751 27622 1.12% 0.283%

12 15.206 2392 2398 2408 rBV 180480 308908 12.52% 3.169%

Sum of corrected areas: 9746992
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX083018\
VX004323.D

30 Aug 2018 17:19

JC/MD

J4735-01

5.0mL/MSVOA X/WATER

8 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W .M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX083018\

Data File : VX004323.D

Aca On - 30 Aug 2018 17:19

Operator : JC/MD

sample - J4735-01 :
Misc - 5.0mL/MSVOA X/WATER e I
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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 _alpha.-Damascone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.21 13.91 ug/Il 308908 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _alpha.-Damascone 192 C13H200 031089-90-4 90
2 2-Buten-1-one. 1-(2.6.6-trimethv... 192 C13H200 024720-09-0 72
3 Methacrvlic acid. 3-ethviphenvl ... 190 C12H1402 1000360-69-1 50
4 Methanone. dicvclopropvl- 110 C7H100 001121-37-5 50
5 3-Cyclohexene-1-carboxaldehyde, ... 192 C13H200 037677-14-8 50

Abundance Scan 2399 (15.212 min): VX004323.D (-2392) (-) m/z 68.95 100.00%
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95 149163177 : : - : :
,”.ALJtH"LJhpﬁnﬂL.w.”FQ?...LEQ9 209282 | Tm/z 41.10 20.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54595: .alpha.-Damascone
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Abundance #54665: 2-Buten-1-one, 1-(2,6,6-trimethyl-2-cyclohexen-1-y...
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M 123 192
27 | 55 | | 91107 “ . 149163177 |
R R o AR o e L e  RRARSEEEEE RER SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

#52975: Methacrylic acid, 3-ethylphenyl ester BB B e e e
69 14. 80 15. 00 15. 20 15. 40 15. 60

m/z 192.10 16.95%

5000, 41
27 | 55 | 91107 433 162 1?0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 80 15. 00 15. 20 15. 40 15. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX083018\

Data File : VX004323.D

Acq On : 30 Aug 2018 17:19

Operator : JC/MD

Sample : J4735-01 :
Misc - 5.0mL/MSVOA_X/WATER eI E A
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082218W_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]

-alpha.-Damascone 15.21 13.9 ug/1 308908 4 12.08 1110610 50.0
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