LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX070820\
Data File : VX017251.D

Aca On - 08 Jul 2020 13:36

Operator : JC/SP

sample - L3159-24 :
Misc - 5.0mL/MSVOA X/WATER S
ALS Vial : 9 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\82X062920W .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

2.575 236 244 253 rBV 49335 95629 7.09% 1.197%
4.568 559 571 578 rBvV2 34937 97252 7.21% 1.218%
rvB2 9571 32691 2.42% 0.409%
5.470 704 719 731 rBV 165135 478226 35.46% 5.988%
5.629 734 745 759 rvVv 261599 732743 54 _.33% 9.175%
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6.031 801 811 826 rBV 170838 453113 33.59% 5.674%
6.830 929 942 955 rBV 412984 977598 72.48% 12.241%

7.190 993 1001 1011 rBV 36357 77901 5.78% 0.975%
rBv 889728 1348787 100.00% 16.889%
9.317 1344 1350 1355 rVB3 10403 15905 1.18% 0.199%
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11 10.098 1471 1478 1491 rBV 935688 1276262 94.62% 15.981%
12 11.122 1640 1646 1658 rBV 833658 1021537 75.74% 12.791%
13 12.061 1795 1800 1810 rVB 1135332 1344035 99.65% 16.830%

14 12.256 1827 1832 1836 rBv2 9518 14639 1.09% 0.183%
15 16.621 2544 2548 2557 rVB4 10983 19816 1.47% 0.248%
Sum of corrected areas: 7986134
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

5.0mL/MSVOA X/WATER
9 Sample Multiplier: 1

: Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070820\

- VX017251.D

- 08 Jul 2020 13:36

- JC/SP

L3159-24 PDB-BLANK-20200629

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M
SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integ

ration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

TIC: VX017251.D

5.63
5.47 6.03

2.57 4.57
A %65

0
Time-->

120 1.40 160 180 200 220 240 2.60 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 6.00 6.20

Abundance

1000000

800000

600000

400000

200000

TIC: VX017251.D

10.10
8.70
11.12

6.83

7.19
A J 9.32

0
Time-->

I | LN
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance

1000000

800000

600000

400000

200000

TIC: VX017251.D

| 12.26 16.62

Time-->

12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX070820\

Data File : VX017251.D

Aca On - 08 Jul 2020 13:36

Operator : JC/SP

sample - L3159-24 :
Misc - 5_0mL/MSVOA X/WATER S
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .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 Isopropyl Alcohol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

2.57 6.53 ug/Il 95629 Pentafluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 72
2 Propane. 2-ethoxv- 88 C5H120 000625-54-7 56
3 Formic acid. 1-methvlethvl ester 88 C4H802 000625-55-8 40
4 2-Methvl-4-methoxv-1-butanol 118 C6H1402 071052-94-3 9
5 (S)-(+)-2-Pentanol 88 C5H120 026184-62-3 9

Abundance Scan 243 (2.568 min): VX017251.D (-236) (-) m/z 45.00 100.00%
45
5000

220 2.40 2.60 2.80 3.00

59
0 28 A8 AL 207 sz 43.00 0 23.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #297: Isopropy! Alcohol
45
5000

220 2.40 2.60 2.80 3.00
m/z 40.95 9.91%

27

15 | ‘ 59
-t
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45
220 2.40 2.60 2.80 3.00
5000 m/z 38.95 7.67%
73
27 59 88
O T e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2069: Formic acid, 1-methylethyl ester
45 2.20 2.40 2.60 2.80 3.00
m/z 42.00 5.83%
5000
27 73
0...,.”.,...??...,?ﬁ.,....“...,.”.,....“...,...
m/z--> 20 40 60 80 100 120 140 160 180 200 220 2.40 2.60 2.80 3.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070820\

Data File : VX017251.D

Acg On - 08 Jul 2020 13:36

Operator : JC/SP

Sample - L3159-24 :
Misg - 5.0mL/MSVOA_X/WATER e
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .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]

Isopropyl Alcohol 2.57 6.5 ug/Il 95629 1 5.63 732743 50.0
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