
PDB files with 
resolution better 

than 2.0 Å
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Extract reversible disulfide from PDB database

UniProt 
database

Species 1 Species ...

Protein 1
Protein 2
Protein 3

...

Species 2

Protein 1
Protein 2
Protein 3

...

Protein 1
Protein 2
Protein 3

...

Group PDB 
files of the 

same protein

Does a Cys-Cys pair 
represent as reduced 
and disulfide state in 
different structures? 

Reversible 
disulfide

Structural 
disulfide

Yes No

Training dataset with 
reversible disulfides and 

structural disulfides

Redundance 
removal 

Redundance 
removal




