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PDCA

Plan

and the workflow

Define programs, parameters

Action

Decide to resubmit the workflow,
Change parameters

Do

Submit the workflow
Execute programs

Check

Correct the output data

Make results and Analysis
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e 1,796,422 sequences
— ~ 28,000 structures,
— Gap In numbers
e Experiments X-ray or NMR
- Very expensive,
— time consuming

e Computational methods
— Fast (minutes or hours)
— Inexpensive (desktop PC)

— Correct solution on average In
appx. 60% of the cases ( new seq.
-~ known fold)



ROKKY:

www.proteinsilico.org
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By ACT-JST program

For CM targets, use PDB-BLAST

For FR targets, use 3D-Jury, &

For NF targets, use SimFold
“Large scale folding simulation”
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Energy

Protein G folding with
multicanonical fragment assembly

MC Step

2eb -2002-multi-=40.mpe




NF Target (T0215)

ROKKY Model 1, 2, 3




"V NF

High Throughput Computing



NF



[CM h
A 4
>
J
[FR h
A 4
>
J
>

FASAl FASA2
FASA1 FASAZ2
FASA1 FASAZ2

0 (







CM |
! v :
' | PSI-BLAST * PDB-BLAST * PSI-PRED Loop Insertion |
'FR | :

3D-Jury > Loop Insertion
" NF ] ; :
| ! x>3 PSSM *PSI-PRED Filter [—™ SimFold
Domain Parsing
| x< 30 1—"“‘—1____“____% f_________———f"_ff_

ROKKY

— Loop Insertion |




UL
UL
JLLLLLLLE

PROGRAM HAME




resubmit the workflow

(s—O—E-@—~@—F)

inquire the progress of workflow

return the progress of workflow

(s—{i-}-@—@—F)

)4

resubmit workflow from user

F.

(s—0—-E-0—0—F)

progress of workflow

- -® )

revised workflow

(s—@—G—~@—F)

Computing
Nodes

execute works
in order of the revised workflow

F

v

@ a work on standby
a work with changed parameters
a finished work
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By full automation By human intervention
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RMSD: 35.98 RMSD: 15.59 RMSD: 9.58
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