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Compound management and distribution

Sample Logistics

1.4ml tube Inventory

~70,000 cpds supporting 

lead optimization

Direct Dilutions

Assay ready plates

Liquid Store

Plate based 
Inventory

~4.5 million cpds in 
Echo® plates* 

supporting HTS

*Plates are available from 
Beckman Coulter Life Sciences
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Compound QC challenge 

Liquid store

Sample logistics

Sample logistics and liquid 

store submits compounds 

for analysis

1,500- 2,000 cpds a week

sQC Summary

sQC 

Purity

(Num)

sQC 

Purity(Txt)

sQC

Result Load Date

Suspect No Peak 8/19/2021

Pass 91 8/19/2021

Pass 94 8/17/2021

Fail 54 8/19/2021

Fail 40 8/19/2021

Pass 90 8/17/2021

Project teams see this

LC-UV/MS

High throughput compound QC is required 
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AEMS system
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AEMS for high-throughput analysis 
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TOF based AEMS system prototype

22 plates by AEMS within <1 day 

Same samples would take > 1 month 
with current LC/MS based QC
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TOF based AEMS data

TIC

XIC
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• Zoom-in view and mass spectra from different ejections

TOF based AEMS data

TIC

XIC
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• Data splitting: correlate well position with each signal peak

• Integration and visualization

• Background identification and subtraction 

• Spectra comparison 

Automated data processing overview 
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CORRELATE WELL POSITION WITH EACH SIGNAL PEAK

Data splitting
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• Input information

‒ Split data (MS signal correlated with well position)

‒ Compound information table

‒ Integration settings (MS window width, etc.) 

• Report table

‒ Intensity, mass accuracy, isotope pattern matching score, S/N, etc. 

Integration and report



12 © 2021 DH Tech. Dev. Pte. Ltd.

HEAT MAP

Data review and visualization 

MASS SPECTRA AND XIC VISUALIZATION 
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• Validation rules

‒ Mass accuracy 

‒ Isotope pattern

‒ S/N

Validation rules
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• Background identification and subtraction (with well-specific scaling factor)

Background mass spectra pemoval
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• Background identification and subtraction (with well-specific scaling factor)

Background mass spectra removal 

Background ion
Well-specific ion
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• Auto pairing from two sets of data (reference and test sets)

• Calculating the spectra similarity score

Spectra comparison 
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• Background removing feature enabled 

• UI for data review

• PCA analysis included for direct visualization 

Spectra comparison 
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• AEMS enables the high-throughput compound QC

• The automated data processing workflow enabling

‒ Target ion integration

‒ Data visualization

‒ Background processing 

‒ Spectra comparison across data set

Summary
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Trademarks / Licensing

The SCIEX clinical diagnostic portfolio is For In Vitro Diagnostic Use. Rx Only. 
Product(s) not available in all countries. For information on availability, please 
contact your local sales representative or refer to www.sciex.com/diagnostics. All 
other products are For Research Use Only. Not for use in Diagnostic Procedures.

Beckman Coulter® is being used under license.

Echo and Echo MS are trademarks or registered trademarks of Labcyte, Inc. in the 
United States and other countries, and are being used under license.

Trademarks and/or registered trademarks mentioned herein, including associated 
logos, are the property of AB Sciex Pte. Ltd. or their respective owners in the United 
States and/or certain other countries (see www.sciex.com/trademarks).
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