
”R” refinement does not work in COOT

disulphide issue? disulphide exploded

SSBOND issue?

Before refinement After ”R” refinement



Correct MAP selected. Is 
it SSBOND that COOT 
cannot see?



When PDB file never seen BUSTER, COOT ”R” is OK?
Before refinement After refinement – all OK!



$ grep SSBOND cutc-x31-1.pdb
SSBOND   1 CYS A   31    CYS A   52
SSBOND   2 CYS B   31    CYS B   52
SSBOND   3 CYS C   31    CYS C   52
SSBOND   4 CYS D   31    CYS D   52
SSBOND   5 CYS E   31    CYS E   52
SSBOND   6 CYS F   31    CYS F   52
SSBOND   7 CYS G   31    CYS G   52
SSBOND   8 CYS H   31    CYS H   52

$ grep SSBOND buster4b_edit.pdb
SSBOND   1 CYS A   31    CYS A   52                          1555   1555  2.04
SSBOND   2 CYS B   31    CYS B   52                          1555   1555  2.05
SSBOND   3 CYS C   31    CYS C   52                          1555   1555  2.05
SSBOND   4 CYS D   31    CYS D   52                          1555   1555  2.04
SSBOND   5 CYS E   31    CYS E   52                          1555   1555  2.04
SSBOND   6 CYS F   31    CYS F   52                          1555   1555  2.05
SSBOND   7 CYS G   31    CYS G   52                          1555   1555  2.05
SSBOND   8 CYS H   31    CYS H   52                          1555   1555  2.05

This did not matter when trying to add
SSBOND as in refmac into buster4b_edit.pdb



CYS atom order differs refmac vs buster

N-CA-CB-SG-C-O refmac style N-CA-C-O-CB-SG buster style


