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Protein folding problem

Structure prediction problem
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PAST WORK
Protein folding with Swift (2007-2009), on BlueGene/P
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WHYARE WE EXCITED?
Before 2021:

Protein

In PDB?

yes

Do simulation

no

Project over!

Mid 2021+:

Protein

Predict structure



CHALLENGES
• Alphafold and similar software are computationally expensive
• Hard to install and require a lot of data
• Not high-throughput “out of the box”

Parallel workflow w/ parsl:

Protein sequence files

Using singularity, on V100 gpu
Currently not full AF

}
Many predictions

}
Many MD simulations
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FINAL THOUGHTS
• Use of containers and platform specific bash 

scripts make parallel script more platform 
agnostic (but is there a place for app definitions 
per site?)
• Use of PW platform enables use of alphafold

and visualization of results for total novice, 
using local or cloud resources (but see ongoing 
work on google colab notebooks for non-high-
throughput cases)
• Farming out predictions may be good case for 

funcX, but composing with other functions like 
generating MD inputs or viz files still good 
case for parsl


