LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032123\
Data File : VX034656.D

Acqg On : 21 Mar 2023 15:50
Operator : JC/MD

Sample : 01946-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 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 : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X031023W.M

Title : SW846 8260

Signal : TIC: VX@34656.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.246 22 26 32 rBV 18799 28732  2.13% 0.325%
2 1.575 67 80 81 rBVe6 19048 53602 3.97% 0.606%
3 1.624 84 88 101 rW 99791 188742 13.99% 2.134%
4 2.441 217 222 237 rW 29904 82573 6.12% ©.934%
5 2.733 261 270 293 rBV 251207 591029 43.79% 6.682%

6 3.416 377 382 392 rVB4 8140 23795 1.76%
7 5.318 684 694 696 rBv2 7591 16688 1.24%
8 5.391 696 706 720 rVW 89658 342208 25.36%
9 5.538 720 730 748 rVB 268038 789046 58.47%

5.952 786 798 817 rBV 157075 474920 35.19%
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11 6.757 919 930 949 rBV 407604 1011710 74.97% 11.438%
12 8.647 1233 1240 1259 rBV 834641 1349538 100.00% 15.257%
13 10.055 1465 1471 1493 rBV 786419 1163451 86.21% 13.153%
14 11.085 1634 1640 1651 rBV 646263 955310 70.79% 10.800%
15 12.024 1788 1794 1804 rBV 903345 1166798 86.46% 13.191%

16 14.993 2274 2281 2303 rBV 353105 607189 44.99% 6.865%

Sum of corrected areas: 8845331
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 01946-03
: 5.0mL/MSVOA_X/WATER
. 13

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032123\

: VX@34656.D
: 21 Mar 2023 15:50

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.M
. 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\VX032123\
Data File : VX034656.D

Acqg On : 21 Mar 2023 15:50
Operator : JC/MD

Sample : 01946-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknownl14.993 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.993 26.02 ug/l 607189 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenten-4-one, 1,2,3,3-tetra... 138 C9H140 1000163-38-6 42
2 (2Z,4E)-3,7-Dimethyl-2,4-octadiene 138 C10H18 1000374-08-4 30
3 trans-3,5-Dimethylcyclohexene 110 C8H14 056021-63-7 25
4 3,5-Dodecadiene, 2-methyl- 180 C13H24 055638-51-2 25
5 2-(2-Hydroxycycloheptyl)-furan 180 C11H1602 1000145-02-9 20
Abundance Scan 2281 (14.993 min): VX034656.D\data.ms (-2274) (| m/z 138.85 100.00%
411 831 138.1
5000
193.2
—==
L Wl i ‘ 280. =20
0! ‘,u‘!mu”‘wMuu‘um,uwH‘ww,w,uw m/z 83.10  87.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #20271: Cyclopenten-4-one, 1,2,3,3-tetramethyl-
95.0
138.0
5000 T
15.00
41.0 m/z 41.10 86.68%
O H\‘\H\U‘\\‘}‘H"H‘HH“H‘\‘ ‘H“\\“HH“HH’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19491: (2Z,4E)-3,7-Dimethyl-2,4-octadiene
95.0
—
15.00
5000 m/z 95.00 79.06%
410 138.0
0 uuu‘““”\“ B Y
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6772: trans-3,5-Dimethylcyclohexene e
95.0 15.00
m/z 57.10 72.82%
5000
39.0
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032123\
Data File : VX@34656.D

Acqg On : 21 Mar 2023 15:50
Operator : JC/MD

Sample : 01946-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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|

unknown14.993 14.993 26.0 ug/l 607189 4 12.024 1166800 50.0
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