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Orion v2021.1

• Largest update in several years

• Science
• Free Energy Calculation

• Reaction-based Library Generation

• LSVS: New FastROCS and Enamine

• Data Organization and Management
• Project Data

• 3D Modeling & Protein Editing

• Cost Alert Thresholds

• Parameter Grouping and Organization

• Collaborative Discussion Boards



Relative BFE via Non-Equilibrium Switching

Non-Equilibrium Switching

Extremely Fast and Ultra Parallelizable



Generative Design – What’s new?

• Existing Floes:
• Generative Structure Floe

• Generative Structure Floe Site Selection

• NEW Floes in Orion 2021.1. Users now have a choice of 
specifying Reagents and Reactions
• Focused Library Core Input Floe

• Focused Library Molecule Input Floe

• Focused Library Reagent Join Floe 
Useful for Lead Optimization

Useful for Hit to Lead



New – “FastROCS Plus”

• FastROCS Plus
• Combine the best of OE methods in one step

• Re-score of top hits with ROCS (Shape) and/or Docking

• Analysis made easy - Users can easily analyze and select top hits
• Create a consensus output chart by Pareto Dominance Ranking

• NOTE: The 2020.3 version of FastROCS floe remains available, 
renamed “Batch FastROCS”



Vendor Database Update – Enamine 2020q3-4

2D Search
1.3 1.95 Billion 

Molecules

3D Search
2.7 3.6 Billion Molecules
27 36 Billion Conformers

<500 MW
Protonated pH 7.4
Enumerate <4 stereocenters

SMILES to Conformers



New Orion Data Organization: 

• Better organization for more data via familiar filesystem concepts

Flat structure Multi-level organization with drag & drop, paths, etc.

Separate View of Datasets/Files/Collections Combined View of resources

All new data into same place Control location of upload and floe output

Shared access via individual sharing Location dictates shared access



Location Controls Data Access

Data private to you 
Data available to all project members
Create a shared workspace with configurable access



Migrations with minimal pain

• No loss of data access

• No change in underlying data resource IDs

• No required work in cubes or floes to support

• Additional features
• Handling name collisions

• Orion Client support

• Favorite Folders

• Location-based Search



Managing Data in 3D Modeling 

• Badging for visual information and control



Managing Data in 3D Modeling 

• Badging for visual information and control

• Controls over visibility 



Managing Data in 3D Modeling 

• Badging for visual information and control

• Controls over visibility 

• Easier editing and saving (including DUs)



Managing Data in 3D Modeling 

• Badging for visual information and control

• Controls over visibility 

• Easier editing and saving

• Use Fields as Record Titles



• Unexpected Job costs are a common concern

• Users can set Job Cost Alert and Job Cancellation thresholds on their jobs

• Admins can set Individual and All Admin Cost Alerts for all jobs

Cost Alerts



Promoted Parameter Groups

• Users get better organized floes with 
parameters grouped logically

• Floe Authors can plan and group 
parameters to make a better floe 
launching experience 



Discussion Boards (Beta)

• Next Evolution of Saved Views
• Multiple views

• Discussion & Collaboration

• Attached to a workspace

• Soliciting Feedback in Beta
• Impacted by data transition

• Request feedback on your experience

• Improve creating new and finding 
existing boards



Documentation, Tutorials, and Videos

• Training and demonstration videos, FAQs
• Focus on major UI changes in this release

docs.eyesopen.com



Thank You

Questions?

Next Webinar: August 25, 2021

Please provide feedback to support@eyesopen.com

mailto:info@eyesopen.com

