
Osaka UniversityOsaka University
JapanJapan

Key concepts of HTC

Users can specify the strategy of job/task 
execution in scientific simulations.
Users can dynamically change the strategy 
during job/task execution according to 
final/intermediate results.
Current target application

Protein structure prediction program “ROKKY”
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HTC environment

workflow definition
report of workflow execution

Workflow definition tool Workflow management server

Meta job dispatcher

Computation nodes/clusters

workflow 
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Workflow management

Workflow execution

execution status
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Structure Prediction: 
A key challenge in post-genome sequencing era
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Given 
amino acid sequence:

Functional Annotation
Drug design
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ROKKY: Protein Structure Prediction Server

developed at Kobe Univ

Input

Queuing

Results

For CM targets, use PDB-BLAST
For FR targets, use 3D-Jury, &
For NF targets, use SimFold

“Large scale folding simulation”

SimFold
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Full automation vs Human intervention

Answer By full automation By human intervention
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Sample workflow for ROKKY

Amino acid sequence

Bad results

Good resultsClustering of 
the results

Job 
execution

Domain 
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