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We’re all about…
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Virtual (Vir)

Scientific (sci)

Decisions (dian)



Many drug 
discovery 
workflows…



https://www.prnewswire.com/news-releases/dotmatics-acquires-virscidian-expanding-expertise-in-analytical-chemistry-and-

chromatography-and-mass-spectrometry-302257760.html
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How to get the right metadata, in the right place, at the right time?



Electronic 

Submissio

ns in JSON 

format

New API Integration 

Layer



Biosero GBG

• Multiple projects delivered / In 

progress

HighRes BioSolutions

• Multiple projects in progress

+ Sample List Builder for Template Configuration
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Submission Planning
Sample List 

Creation
Status Reports

Lack of oversight and 

stepwise workflow 

execution
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Submission Planning
Sample List 

Creation
Status Reports

Analytical 

Studio -

Sample 

List 

Builder

Planning 
Submissions Dashboard

Execution 
Create Sample List Wizard

Reporting
Lineage

Execution
Submission Information

Execution 
Sample List Dashboard



Select Template you want to run

Select Sample(s) you want to run

Where to place the samples in the instrument

Select Method templates

Add runtime information

Sample List Created -> Save to disk



Submission Dashboard - Status

Sample List - Status

Sample- Status

Status – Accessible 

via the API

Oversight

Execution

Reporting



→

Crude Screening Results

Prep Fraction Results

Fraction QC &/OR FinalQC Results

• Sample Results

• Chromatographic Peak Results

• Chromatogram Images

• Expressions

• Fractions

Version 1.0

Version xx

• ++ Spectrum Results

• ++ Spectrum Images

• ++ Graphed Results

• ++ Graphed Images

Reporting
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Notifications

• Submission Created

• Artifact Uploaded

• Artifacts Uploaded (Filter available)

• Batch Task Completed

Supported Topics

• Publish-Subscriber Pattern

• Client

• Email

• File Drop

Output/Subscribers



The Problem…

How do we produce standardized output that can be taken by a consumer, from various 

instruments in an automated fashion?

“The Allotrope Simple Model (ASM) is a JavaScript Object Notation (JSON)-based 

standard for the structure of instrument data. Through its use of JSON, the de facto 

standard by which computers on the internet share data, the data in an ASM is 

designed to be easy to read, write, and transmit by any modern software system. “ -

https://www.allotrope.org/asm



The Solution…

Through our software suite we can take raw data from an instrument to produce 

analytical results and through SMS can transform it into the ASM which is then 

output to a subscriber to be consumed…

1. Working with the allotrope guidelines and the allotrope members we created the data 

model internally that is version controlled. 

2. We needed to match our analytical results within the standardized definitions of the 

ASM. 

3. Then we created a mechanism that allows users to define the settings needed to 

output the ASM JSON.

4. Through our suite of software once the raw data is captured, we create results and 

publish them through SMS which can produce the ASM automatically as a notification 

for use by consumers.
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Demo



Challenges



Thank you!

Get in touch: 

Info@virscidian.com

Virscidian.com

mailto:Info@virscidian.com

	Slide 1: Allotrope Simplified Model Automatic Creation 
	Slide 2
	Slide 3
	Slide 4
	Slide 5: Where are the short-term challenges to solve?
	Slide 6: Electronic Submissions – Sample Management APIs
	Slide 7: Third party - On demand sample list generation
	Slide 8: Where are the short-term challenges to solve?
	Slide 9
	Slide 10: Sample List Creation Wizard - Execution
	Slide 11: Active Status Information – Informing Project Teams
	Slide 12: Closing the Loop – Aggregated Report Via API ELN
	Slide 13: Notifications
	Slide 14: The Problem…
	Slide 15: The Solution…
	Slide 16: Information Rich Generic Output– Allotrope ASM JSON
	Slide 17: Demo
	Slide 18: Challenges 
	Slide 19

