Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA_R\Data\2015\VR111315\
Data File : VR017352.D

Acq On : 13 Nov 2015 22:59

Operator : MD\SY

Sample - G4365-10

Misc = 25mL/MSVOA_R/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_R\METHODS\SOMRTR111315W_M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 9 2,4(1H,3H)-Pyrimidinedione,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.13 5.00 ug/L 1524170 1,4-Dichlorobenzene-d4 13.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4(1H,3H)-Pyrimidinedione, 6-ch... 191 C4H2CIN304 006630-30-4 23
2 Ethanone, 1-(4-pyridinyl)-, oxime 136 C7H8N20 001194-99-6 23
3 Pyrazine, methoxy-, 4-oxide 126 C5H6N202 023902-69-4 16
4 [2,5-Dioxo-1-(m-tolyl)-3-pyrroli... 279 C13H13N0O4S 1000223-78-4 10
5 3-Buten-2-one, 4-(dimethylamino)... 157 C8H15NO2 049582-71-0 10
Abundance Scan 1940 (13.131 min): VR017352.D (-1934) (-) m/z 150.00 100.00%
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Abundance #49889: 2,4(1H,3H)-Pyrimidinedione, 6-chloro-5-nitro-
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Abundance #10691: Pyrazine, methoxy-, 4-oxide
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_R\Data\2015\VR111315\
Data File : VR017352.D

Acq On : 13 Nov 2015 22:59

Operator : MD\SY

Sample - G4365-10

Misc : 25mL/MSVOA_R/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_R\METHODS\SOMRTR111315W_M
TRACE VOA SOMO1.0

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
d-Alanine 1.52 85.5 ug/L 32430000 1 8.33 1895710 5.0
3-Butenoic acid 1.69 3.2 ug/L 1196020 1 8.33 1895710 5.0
2-Propanol, 1,3-d... 9.57 0.9 ug/L 338618 1 8.33 1895710 5.0
Nonanal 13.91 3.1 ug/L 941654 3 13.13 1524170 5.0
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Decanal 13.91 3.1 ug/L 941654 3 13.13 1524170 5.0
Decanal 13.91 3.1 ug/L 941654 3 13.13 1524170 5.0
Cyclopropane, ethyl- 3.43 2.1 ug/L 782376 1 8.33 1895710 5.0
Octanal 13.13 5.0 ug/L 1524170 3 13.13 1524170 5.0
2,4(1H,3H)-Pyrimi... 13.13 5.0 ug/L 1524170 3 13.13 1524170 5.0
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