LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112618\
Data File : VX006205.D

Acq On : 27 Nov 2018 05:24

Operator : JC/MD

Sample - J6050-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 44 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82X112018W_M

Title : SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.599 67 73 78 rvBs8 14545 26027 2.02% 0.332%
2 2.440 207 211 218 rVB 19594 31311 2.43% 0.400%
3 2.611 235 239 246 rVB 9320 18256 1.42% 0.233%
4 5.500 701 713 727 rBV 166313 474557 36.84% 6.060%
5 5.665 727 740 755 rvv 275321 767104 59.56% 9.795%

6.067 796 806 817 rBV 183070 478125 37.12% 6.105%
6.860 926 936 946 rBV 407478 940384 73.01% 12.008%
8.713 1233 1240 1249 rBV 820061 1287993 100.00% 16.446%
10.115 1463 1470 1482 rBV 808418 1136024 88.20% 14.506%
11.140 1631 1638 1651 rBV 699956 897931 69.72% 11.466%

=
QO ~NO®

11 12.079 1787 1792 1800 rVB 939131 1121021 87.04% 14.314%
12 13.200 1971 1976 1988 rBV 204392 273992 21.27% 3.499%

13 13.298 1988 1992 1997 rVvVv 25626 31834 2.47% 0.406%
14 13.578 2034 2038 2044 rVB5 15777 21557 1.67% 0.275%
15 13.834 2076 2080 2082 rBvV 41752 48798 3.79% 0.623%
16 13.865 2082 2085 2092 rVvVv 47324 58139 4_.51% 0.742%
17 13.938 2093 2097 2103 rVB 39866 47546 3.69% 0.607%
18 14.560 2195 2199 2207 rBvV 20158 27403 2.13% 0.350%
19 14.840 2240 2245 2250 rBvV 18888 27298 2.12% 0.349%
20 15.560 2358 2363 2370 rBVS 9387 17879 1.39% 0.228%
21 15.749 2388 2394 2401 rVBS8 9568 21885 1.70% 0.279%
22 16.175 2458 2464 2469 rVB 6312 14649 1.14% 0.187%
23 16.419 2496 2504 2511 rBV 31629 61825 4 .80% 0.789%
Sum of corrected areas: 7831538
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Data Path
Data File
Acqg On
Operator
Sample
Misc
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LSC Report - Integrated Chromatogram

= Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112618\
> VX006205.D

: 27 Nov 2018 05:24

: JC/MD

: J6050-01

: 5.0mL/MSVOA_X/WATER

: 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112018W.M

Quant Title :

TIC Library :
TIC Integration Parameters:

SW846 8260

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112618\
Data File : VX006205.D

Acq On : 27 Nov 2018 05:24

Operator : JC/MD

Sample - J6050-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112018W.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.
13.20 12.22 ug/Il 273992 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
2 Octanoic acid, 2-methyl-, methyl._.. 172 C10H2002 002177-86-8 43
3 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 38
4 Heptanoic acid, 2,6-dimethyl-, m... 172 C10H2002 033315-72-9 38
5 Pentanoic acid, 2,4-dimethyl-, m... 144 C8H1602 071672-33-8 38
Abundance Scan 1976 (13.200 min): VX006205.D (-1971) (-) m/z 73.05 100.00%
7B 88
5000
10116 12.80 13.00 13.20 13.40 13.60
0 ,, bl 120144 a7a 208 203259 | G eaTiGT 94,410
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #20862: Hexanoic acid, 2-ethyl-
73 88
5000 LN AR B B
41 57 12.80 13.00 13.20 13.40 13.60
101 116 m/z 41.10 42.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
88
12.80 13.00 13.20 13.40 13.60
5000 m/z 57.10 31.20%
41
27 57 101
0 & 115 141 157 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #30204: Heptanoic acid, 2-ethyl- REEREEER L L
73 88 12.80 13.00 13.20 13.40 13.60

m/z 55.10 30.74%

5000
101

41 o
0 J H\ H | 158

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 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\VX112618\
Data File : VX006205.D

Acq On : 27 Nov 2018 05:24

Operator : JC/MD

Sample - J6050-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112018W.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-... 13.20 12.2 ug/I1 273992 4 12.08 1121020 50.0
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