LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX040919\
Data File : VX008777.D

Aca On - 09 Apr 2019 17:45

Operator : JC/SP

sample - K2311-04 -
Misc - 5.0mL/MSVOA X/WATER e et
ALS Vial : 19 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 2.446 204 212 227 rVB 38977 74585 6.47% 1.202%
2 2.611 233 239 248 rVB 9493 17268 1.50% 0.278%
3 3.019 298 306 317 rVB 9971 29276 2.54% 0.472%
4 4.690 569 580 592 rBvV4 16259 58336 5.06% 0.940%
5

5.500 701 713 726 rBV 121614 346923 30.11% 5.589%

5.659 728 739 754 rVB 214225 608958 52.86% 9.811%
6.061 795 805 817 rBV 156806 403189 35.00% 6.496%
6.860 925 936 949 rBV 352469 834373 72.42% 13.443%
8.713 1233 1240 1249 rBV 755220 1152094 100.00% 18.562%
10.109 1462 1469 1484 rBV 684730 934273 81.09% 15.053%

=
QO ~NO®

11 11.134 1631 1637 1647 rBV 518531 682140 59.21% 10.990%
12 12.079 1786 1792 1800 rBV 624022 780924 67.78% 12.582%
13 12.268 1818 1823 1838 rBV 130692 204834 17.78% 3.300%

14 12.822 1909 1914 1918 rBvV3 9786 13436 1.17% 0.216%
15 14.529 2188 2194 2200 rBvV 50805 66134 5.74% 1.066%
Sum of corrected areas: 6206743
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX040919\
VX008777.D

09 Apr 2019 17:45

JC/SP

K2311-04

5.0mL/MSVOA X/WATER

19 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X040319W .M
: SW846 8260

= C:\DATABASE\NIST11.L

LSCINT.P

0237-COMP-CS-2-ELTRT

Abundance

700000

600000

500000

400000

300000

200000

100000

TIC: VX008777.D

2.45

261 4.69

302

5.66

5.50

6.06

07y

Time--> 120 1.40 160 180 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 560 580 6.00 6.20

Abundance

700000

600000

500000

400000

300000

200000

100000

TIC: VX008777.D
8|71

6.86

-

10.11

11.13

ok
Time-->

-
9.00

Abundance

700000

600000

500000

400000

300000

200000

100000

TIC: VX008777.D

12.08

12.27

14.53
12.82
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L
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX040919\

Data File : VX008777.D

Aca On - 09 Apr 2019 17:45

Operator : JC/SP

sample - K2311-04 -
Misc - 5.0mL/MSVOA X/WATER e et
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X040319W .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 1 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.27 13.11 ug/Il 204834 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 Oxirane. IT(2-ethvlhexvD)oxvimet... 186 C11H2202 002461-15-6 56
3 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 53
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 45
Abundance Scan 1823 (12.268 min): VX008777.D (-1818) (-) m/z 57.10 100.00%
7
5000 41 [L
P "5 1220 1240 760
98 112 : : :
...,...Jﬂ”.n,..H.,L iy mM/z 41.10  44_14%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41 SRR SRR BN B
0 12.00 12.20 12.40 12.60
29 83 m/z 43.05 36.51%
98
||1|5||||||||||||||||||||||1:!-2|||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
12,00 12.20 12,40 12.60
5000 a1 m/z 55.05 31.57%
29 70
83
112
15 98 129 141 157
miz--> 20 40 60 8 100 120 140 160
Abundance #72873: Heptane, l,l'-OXybiS- T o ISR R EEEE
57 12.00 12.20 12.40 12.60
m/z 56.10 22.81%
5000
70
45 \‘ ‘w 83 QK 117 129 171
m/z--> 20 40 60 80 100 120 140 160 ' 12.00 12.20 12,40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX040919\

Data File : VX008777.D

Acg On - 09 Apr 2019 17:45

Operator : JC/SP

Sample - K2311-04 :
Misg - 5.0mL/MSVOA_X/WATER (e GO s 7 AR
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X040319W .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- 12.27 13.1 ug/Il 204834 4 12.08 780924 50.0
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