LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110122\
Data File : VX032508.D

Acqg On : 01 Nov 2022 13:15
Operator : JC/MD
Sample : IBLK
Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X102622W.M

Title : SW846 8260

Signal : TIC: VX@32508.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.385 694 705 719 rBV 82074 237248 35.12% 6.261%
2 5.550 721 732 746 rBV 139598 392515 58.11% 10.359%
3 5.958 789 799 812 rBV 87476 231885 34.33% 6.120%
4 6.763 920 931 947 rBV 209572 501811 74.29% 13.243%
5 8.647 1233 1240 1251 rBV 427604 675502 100.00% 17.827%

6 10.055 1465 1471 1482 rBV 448095 585808 86.72% 15.460%

7 11.079 1634 1639 1649 rBV 379110 507871 75.18% 13.403%

8 12.024 1788 1794 1800 rBV 460526 572736 84.79% 15.115%

9 13.140 1969 1977 1988 rBV 48882 83752 12.40% 2.210%
Sum of corrected areas: 3789128
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110122\
Data File : VX032508.D

Acqg On : 01 Nov 2022 13:15
Operator : JC/MD

Sample : IBLK

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX032508.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110122\
Data File : VX032508.D

Acqg On : 01 Nov 2022 13:15
Operator : JC/MD

Sample : IBLK

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.140 7.31 ug/1 83752  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 95
2 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 56
3 Acetic acid, diethyl- 116 C6H1202 000088-09-5 53
4 Octanoic acid, 2-methyl-, methyl... 172 C10H2002 002177-86-8 47
5 Methyl 2,3,4-tri-0O-methyl-6-deox... 220 C10H2005 072983-16-5 42

Abundance Scan 1977 (13.140 min): VX032508.D\data.ms (-1969) (- m/z 73.10 100.00%

73.1
5000
41.1
— \

101.0 o
1l ‘ | 1200 1651 13.00 1350
el SRS SRR m/z 88.10 90.71%

m/z--> 20 40 60 80 100 120 140 160
Abundance #24101: Hexanoic acid, 2-ethyl-
88.0
——

5000 T
57.0 13.00 13.50
29.0 m/z 41.10  35.64%

116.0
\\\‘\H\\‘\\\\‘\\\"\“\\“\\\‘!‘\\\\]-‘4\4.\0\\‘\\\\
miz--> 80 100 120 140 160
Abundance #24164 2 Ethyl-4-methylpentanoic acid
73.0

o

o

1300 1350
5000 41.0 m/z 57.10 30.50%
101.0
olzso | Il Ly 1l e
m/z--> 20 40 60 80 100 120 140 160
Abundance #9193: Acetic acid, diethyl-
43.0 88.0 1300 1350
m/z 87.10 22.34%
5000
015'069| — —
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50

82X102622W.M Wed Nov 02 12:58:17 2022 Page: 3



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110122\
Data File : VX@32508.D

Acqg On : 01 Nov 2022 13:15
Operator : JC/MD
Sample : IBLK
Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

Hexanoic acid, ... 13.140 7.3 ug/l 83752 4 12.024 572736 50.0

82X102622W.M Wed Nov @2 12:58:17 2022 Page: 4



