LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41223\
Data File : VN@77308.D

Acqg On : 12 Apr 2023 11:18

Operator : JC\MD

Sample : VNe412wBLe1

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 4

Sample Multiplier: 1

Integration Parameters: RTEINT.P

Integrator: RTE
Smoothing : ON
Sampling : 1
Start Thrs: 0.2
Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©40523W.M

Title : SW846 8260

Signal : TIC: VN@77308.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.831 144 152 161 rBV6 56429 169806 5.75% 1.150%
2 8.172 1050 1060 1065 rBV 392436 953928 32.29% 6.459%
3 8.231 1065 1070 1082 rVB 681482 1499487 50.76% 10.153%
4 8.584 1120 1130 1140 rBV 392218 896756 30.36% 6.072%
5 9.107 1209 1219 1231 rBV 1018601 2088523 70.70% 14.141%

6 10.572 1458 1468 1480 rBV 1585142
7 11.866 1679 1688 1700 rBV 1381177
8 12.854 1847 1856 1868 rBV 1057507
9 13.795 2009 2016 2028 rBV 1128351

2954013 100.00% 20.001%
2509714 84.96% 16.993%
1787829 60.52% 12.105%
1909227 64.63% 12.927%

Sum of corrected areas: 14769283
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: VNO412WBLO1
: 5.0mL/MSVOA_N/WATER
: 4 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe41223\

: VNO@77308.D
: 12 Apr 2023 11:18

JC\MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©40523W.M
Quant Title : SW846 8260

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©41223\
Data File : VN@77308.D

Acqg On : 12 Apr 2023 11:18
Operator : JC\MD

Sample ¢ VNe412wBLeO1

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©40523W.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 unknown2.831 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.831 5.66 ug/l 169806  Pentafluorobenzene 8.231
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dichlorobutane nitrile 137 C4H5C12N 034362-21-5 37
2 Pregn-5-en-3-0l, 20-amino-, (3.b... 317 C21H35NO 005035-10-9 14
3 1-Guanidinosuccinimide 141 C5H7N302 1000130-20-8 10
4 Benzenemethanol, 2-(2-aminopropo... 195 C11H17NO2 053566-98-6 10
5 Pteridine-8-oxide, 6-aldoximino-... 222 C7H6N603 023663-23-2 10

Abundance Scan 152 (2.831 min): VN077308.D\data.ms (-144) (-) m/z 44.00 100.00%

44.0
5000
95.1 \\\\‘\\\\‘\\\\‘\\\\‘\\\
| 1491 2069 2815 36374101 2.60 2.80 3.00 3.20
0 b b e FOES b TR S . m/z 49.1800 66.66%
m/z--> 50 100 150 200 250 300 350 400

Abundance #19041: 3,4-Dichlorobutane nitrile
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Abundance #21679: I-Guanidinosuccinimide
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41223\
Data File : VN@77308.D

Acqg On : 12 Apr 2023 11:18
Operator : JC\MD

Sample : VNe412WBLO1

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©40523W.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|

unknown2.831 2.831 5.7 ug/l 169806 1 8.231 1499490 50.0
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