LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX041319\
Data File : VX008933.D

Aca On - 13 Apr 2019 15:45

Operator : JC/SP

sample - K2385-04

Misc - 5.0mL/MSVOA X/WATER Lo ey
ALS Vial : 10 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\82X040319W.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 1.282 17 21 25 rBv 32782 29978 2.94% 0.569%
2 1.489 51 55 60 rvB 9427 12205 1.20% 0.232%
3 1.623 66 77 83 rBv9 8241 21016 2.06% 0.399%
4 3.019 298 306 314 rBV 8413 21474 2.11% 0.407%
5 4.696 572 581 596 rVB 9497 31472 3.09% 0.597%

5.501 697 713 726 rBV 107537 307645 30.20% 5.836%
5.665 729 740 755 rVB 198753 564379 55.41% 10.706%
6.062 794 805 821 rBv2 131697 346800 34.05% 6.578%
6.860 922 936 952 rBV 315524 741002 72.75% 14.056%
8.714 1233 1240 1250 rBV 663854 1018590 100.00% 19.322%

=
QO ~NO®

11 10.110 1463 1469 1479 rBV 585339 807930 79.32% 15.326%
12 11.134 1631 1637 1647 rBV 452748 590042 57.93% 11.193%
13 12.079 1786 1792 1806 rVB 512116 662495 65.04% 12.567%
14 13.195 1970 1975 1986 rBV 85205 116728 11.46% 2.214%

Sum of corrected areas: 5271756
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX041319\

Data File : VX008933.D

Aca On : 13 Apr 2019 15:45

Operator : JC/SP

Sample . K2385-04

Misc - 5.0mL/MSVOA X/WATER 8 O Ty
ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X040319W.M
Quant Title : SW846 8260

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

Abundance TIC: VX008933.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX041319\

Data File : VX008933.D

Aca On - 13 Apr 2019 15:45

Operator : JC/SP

sample - K2385-04

Misc - 5.0mL/MSVOA X/WATER Lo ey
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X040319W.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 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.19 8.81 ug/Il 116728 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 91
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 53
3 1.4-Dioxane 88 C4H802 000123-91-1 37
4 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 37
5 Methyl-4-deoxy-2,3-di-O-methyl._b... 218 C9H1406 1000312-09-9 33
Abundance Scan 1974 (13.188 min): VX008933.D (-1970) (-) m/z 72.95 100.00%
B 88
5000
a A\
101 UL AR AR
|| |‘ o5 116 129 12,80 13.00 1320 13.40 13.60
Obrerrerprrreprrrtibr it S b el e 229 Tm/z 88.00  84.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20862: Hexanoic acid, 2-ethyl-
73 88
5000 UL R U B
41 57 12. 80 13. oo 13 20 13. 40 13. 60
29 ‘ 101 116 m/z 41.10 37.91%
bt L e am
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
73 88
12.80 13.00 13.20 13.40 13.60
5000 m/z 57.10 30.81%
" 101
29 55
0 158
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2010: l,4—Dioxane LA BRI B LN B
28 12.80 13.00 13.20 13.40 13.60
g8 m/z 55.10 24 .13%
5000 58
15 43
0”'PAW”HA'”J“W”Al“ﬁg”ﬁ”m\”“P”W”'W””P”W'”W””P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.80 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX041319\

Data File : VX008933.D

Acq On : 13 Apr 2019 15:45

Operator : JC/SP

Sample - K2385-04

Misc - 5.0mL/MSVOA_X/WATER 8 O Ty
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X040319W.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]

Hexanoic acid, 2-... 13.19 8.8 ug/I 116728 4 12.08 662495 50.0
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