LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083122\
Data File : VX030972.D

Acqg On : 31 Aug 2022 12:49
Operator : JC/MD

Sample : N4381-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 8 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\82X083022W.M
Title : SW846 8260
Signal : TIC: VX@30972.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.971 301 309 321 rBV2 27605 66210 2.13% 0.708%
2 3.117 321 333 349 rBV 1360304 3106868 100.00% 33.221%
3 5.391 694 706 721 rBV 149202 434352 13.98% 4.644%
4 5.556 721 733 748 rVW 218962 627257 20.19% 6.707%
5 5.958 788 799 813 rBV2 153045 413816 13.32% 4.425%
6 6.239 837 845 861 rBv4 31747 96088 3.09% 1.027%
7 6.769 921 932 942 rBV 344375 807886 26.00%  8.639%
8 8.653 1234 1241 1252 rBV 828126 1267693 40.80% 13.555%
9 10.055 1465 1471 1479 rBV 673680 902013 29.03% 9.645%
10 11.085 1634 1640 1650 rBV 617612 781627 25.16%  8.358%

11 12.024 1788 1794 1802 rBV 710889 848246 27.30% 9.070%

Sum of corrected areas: 9352056

82X083022W.M Tue Sep 06 01:52:04 2022 Page: 1



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: N4381-03
: 5.0mL/MSVOA_X/WATER
: 8 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe83122\

: VX@30972.D
: 31 Aug 2022 12:49

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X083022W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083122\
Data File : VX030972.D

Acqg On : 31 Aug 2022 12:49
Operator : JC/MD

Sample : N4381-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X083022W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Amylene hydrate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.239 5.95 ug/1 96088 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Amylene hydrate 88 C5H120 000075-85-4 83
2 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 42
3 3-Hexanol 102 C6H140 000623-37-0 42
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 40
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 39
Abundance Scan 845 (6.239 min): VX030972.D\data.ms (-837) (-) m/z 59.10 100.00%
59.1
5000 j\\
e AREARERREE AR
“ 6.00 6.20 6.40 6.60
bl bl 280 7310 59.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #2360: Amylene hydrate
59.0
5000 AR R e
31.0 6.00 6.20 6.40 6.60
m/z 55.10  55.46%
O ’
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16742: Propanoic acid, 2-nitro-, methyl ester
59.0
e RARERSEAEE
6.00 6.20 6.40 6.60
5000 28.0 m/z 43.10 32.19%
102.0
0 ‘ww‘uu‘wwuw‘uw‘u‘wu‘wH‘_‘H_‘H_‘H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4969: 3-Hexanol R e EE e
59.0 6.00 6.20 6.40 6.60
m/z 41.00 23.50%
5000
31.0
‘84.0
0! T T T T T T e g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.00 6.20 6.40 6.60

82X083022W.M Tue Sep 06 01:52:07 2022 Page: 3



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX083122\
Data File : VX@30972.D

Acqg On : 31 Aug 2022 12:49
Operator : JC/MD

Sample : N4381-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X083022W.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|

Amylene hydrate 6.239 6.0 ug/l 96088 2 6.769 807886 50.0
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