LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX010620\

Data File : VX014428.D

Acq On : 06 Jan 2020 15:32

Operator : JC/SP

Sample - K6484-40

Misc - 5.0mL/MSVOA_X/WATER e
ALS Vial : 13 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\82X121319W_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 1.070 26 30 43 rBvV 1840640 2506609 6.26% 3.612%
2 2.429 246 253 269 rVV 4471831 7165787 17.91% 10.326%
3 5.490 744 755 766 rBvV2 299977 844260 2.11% 1.217%
4 5.654 771 782 795 rVB 554540 1540140 3.85% 2.219%
5 6.051 837 847 855 rBVY 335690 885572 2.21% 1.276%

6.849 968 978 993 rBvV 854436 2015353 5.04% 2.904%
8.709 1277 1283 1288 rBV 1765159 2718521 6.79% 3.917%
8.782 1288 1295 1318 rVB 25759419 40016121 100.00% 57.664%
10.105 1507 1512 1520 rVB 1714687 2376194 5.94% 3.424%
10.245 1531 1535 1541 rVB 495943 636422 1.59% 0.917%

=
QO ~NO®

11 10.355 1546 1553 1560 rBV 2027332 2823697 7.06% 4._.069%
12 10.696 1603 1609 1621 rVB 707381 993540 2.48% 1.432%
13 11.129 1673 1680 1686 rBV 1464077 1977514 4.94% 2.850%
14 12.074 1831 1835 1842 rVB 1947779 2340824 5.85% 3.373%
15 12.263 1862 1866 1875 rBV 435282 554699 1.39% 0.799%

Sum of corrected areas: 69395253
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX010620\
VX014428.D

06 Jan 2020 15:32

JC/SP

K6484-40

5.0mL/MSVOA_X/WATER

13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W .M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX010620\
Data File : VX014428.D

Acq On : 06 Jan 2020 15:32

Operator : JC/SP

Sample - K6484-40

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_.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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.26 11.85 ug/Il 554699 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
3 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 50
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 50
Abundance Scan 1865 (12.257 min): VX014428.D (-1862) (-) m/z 57.10 100.00%
57
5000 a1
b 1200 1220 1740 1280
98 : : : :
Obrrrrrrrrhrs ,..'-:.,-|!...,.1.??,.?.3?’,1.‘.‘?.1‘??.1.89...29?. 224 243258276291 ' 'm/z 41.10 40.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41
12.00 12.20 12.40 12.60
83 m/z 43.10 33.04%
98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57
12.00 12.20 12.40 12.60
5000 m/z 55.10 27 .37%
4
T 83
0 “%?”"P"I"”I'”?ﬁ%}?"”I'”'I”"P"W"”I”"P"W"”I'”'I”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72873: Heptane, 1,1'-oxybis-
57 12.00 12.20 12.40 12.60
m/z 70.05 22 .50%
5000
‘ ‘ 97
| SN N A8 ST A S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX010620\
Data File : VX014428.D

Acq On : 06 Jan 2020 15:32

Operator : JC/SP

Sample . K6484-40

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_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]

1-Hexanol, 2-ethyl- 12.26 11.9 ug/Il 554699 4 12.07 2340820 50.0
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