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Virscidian Introduction
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Leading Data Analysis and Informatics Company

Best in class workflow driven LC/MS Automated data 

processing, results creation, review-by-exception

End-to-end analytical software solutions that mimic and 

extend your natural laboratory workflows

Desktop and enterprise products developed for high to low 

sample throughput workflows

Drug Discovery Software-enabled Synthesis to 

Registration & HTS Screening Workflows
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Now part of…
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Better Together!

Combined strengths provide a more complete, end-to-end solution for HTE and other workflows
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Eliminate silos across 
multimodal data and 
departments

• Automate real-time flow of lab 
instrument data into Luma

• Parse hundreds of instrument data 
formats and file types

• Low-Code, easily extensible 
functionality

• Highly structured data

Luma Lab Connect
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See all relevant data that 
matters to you

• Customizable dashboard content and 
layouts

• Powerful plotting and data 
visualization tools

• Display Virscidian LC-MS results 
alongside experimental design info 
and other data types

Luma – Dashboards
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The tools you need to get 
chemistry done 

• Reaction enumeration of singletons 
and libraries

• Analysis requests and CRO 
management

• Compound registration

• Integration with the Dotmatics suite 
of applications

Chemistry Tools
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Experiment Builder
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Software tool for design and execution of synthetic chemistry experiments

Connect to compound 

databases

Handle any well plate Built for automation Multiple synthetic 

workflows

Part of the Virscidian 

platform

Integrates with ELNs Stock solutions calculations User authentication Reaction conditions Web-based and secure



HTE Screening Design
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Start Pre-designed 

Array
From scratch

Define 

variables

Draw Reaction / 

Choose materials
Plate Layout Conditions Execute

Lab Report
Stock 

Solutions

Instrument 

Worklists

Samples To Analysis
Done in Experiment Builder



Library / Parallel Synthesis Design
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Start Enumerate

Plate Layout Conditions Execute

Lab Report
Stock 

Solutions

Instrument 

Worklists

Samples To AnalysisDone in Experiment Builder

Import



Reaction Monitoring Design
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Start Pre-designed 

Array
From scratch

Define 

variables

Draw Reaction / 

Choose materials
Plate Layout Conditions Execute

Lab Report
Stock 

Solutions

Instrument 

Worklists

Samples To Analysis
Done in Experiment Builder



Streamline Design → Results
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Experiment Builder

• Design variables

• Rxn materials and conditions

• Plate layout

• Time points

• Enumerated products

• Chemical structures

Analytical Studio

• Auto assign substances

• Yield and conversion %

• Impurities

• Best reaction conditions

All information is 

passed to Analytical 

Studio, so analysis is 

easy and automatic



Streamline Design → Execution
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Experiment Builder

• Material mass, volume, 

equivalents

• Plate layout

• Experiment protocol

• Dosing strategy

Solid Dosing

Liquid Handling

LC-MS Worklists



Layout options

20

Fully Manual Fully Automatic



Automated HTE
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Suitable for:

• Autonomous reaction optimization labs

• Manually assisted Beyesian optimization experiments

• Integration with your existing tools

• Digitization of analytical results for consumption by AI/ML databases

• Automated decision making and actionable outputs



The Gold Standard…
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Virscidian’s Analytical Studio software is the 

industry gold standard for HTE

No one can match our…

• Data processing quality

• Sample throughput and speed

• Automated decision making

• Digitization of results



Reagent / Product Details
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Substance names

Define role the substance is playing 

in the reaction

Customizable substance color

Search for substance by 

formula, mass, or 

retention time

• Chemical substances and structures are automatically transferred from Experiment Builder and 

populated for data analysis

• Many customers define a wide range of substances for each reaction (often 10 – 15 substances)

• Substance list may be applied across an entire plate, or each well can have a different list



Peak Assignment and Isotopic Pattern Matching
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• Substances automatically assigned to peaks using isotopic pattern match 

• Fully annotated spectra and chromatograms

• Flexible adduct searching

• See UV and MS together



Batch Visualizations
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Plate view heat map Graphical display

• Coloration based on substance 

found, calculated result, or result 

decision

• Interactive graph types (scatter, 

bar, line)



Customized calculations and messaging
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Virscidian scientists work with you to define what you want 

to see in this panel.

Often includes:

1. Sample metadata and reaction conditions

2. Substance results and peak attributes

3. Customized calculations

4. Review states triggered (examples: early elution or 

weak signal)

5. Reaction scoring which includes peak attributes, 

impurities, coelution, etc.

6. Automated commenting
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Complete Workflows are Possible!
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Requires sophisticated informatics and a modern software platform…
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Metadata

Tracking

Logging

Reporting



31

Sample lists prepared for you

(auto-generated if needed)
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ELNs

Databases

Schedulers

JSON format

Any sample result (peak data, calculated values, 

images, etc)

Allotrope report format

Notifications

Sample status

Sample Lists



Virscidian APIs
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Electronic 

Submissions 

in JSON 

format

API Integration Layer

On-demand Samplelist Create Service API for Master 

Scheduling software:

• Biosero GBG

• HighResBio Cellario

• Etc…
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Dotmatics 

Luma Platform

Experiment 

Builder

Workflow 

Automation

Join Virscidian at the cutting edge of expert data analysis, 

workflow automation, and data management!

Dotmatics 

Luma Platform

Experiment 

Builder

Workflow 

Automation
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Transform 
Complex Data 
into Confident 

Decisions

virscidian.com

info@virscidian.com

https://www.virscidian.com/
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