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 8 Octanal Concentration Rank 8
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 Octanal 128 C8H160 000124-13-0 64
2 Octanal 128 C8H160 000124-13-0 53
3 Pentafluoropropionic acid, octyl... 276 C11H17F502 001867-95-4 47
4 Pentafluoropropionic acid, dodec... 332 C15H25F502 006222-04-4 38
5 Cycloheptane 98 C7H14 000291-64-5 27
Abundance Scan 1940 (13.131 min): VR017352.D (-1934) (-) m/z 150.00 100.00%
43 #120%8 Octanal
#103669: Pentafluoropropionic acid, octyl ester
9000
12.80 13.00 13.20 13.40
8000 m/z 152.00 66 .46%
7000
il i 753 130 1900 1945
6000 87 m/z 115.00 38.52%
29 57
84
5000
4000 115 12.80 13.00 13.20 13.40
| m/z 52.10 34 .24%
5; 78
3000 i
\ 7o
2000 12.80 13.00 13.20 13.40
‘ m/z 78.10 33.62%
100 1O
1000 sl LI 188
o P 1128414 193 226 253268 291
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40

SOMRTR111315W.M Wed Jan 20 04:14:11 2016 Page: 1



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
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