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General considerations

Figure out proper restraints:

- Do I have a source of information?
- Was my map symmetrized?
- Does my model have NCS?
- Do I have good enough data to reasonably expect to see difference in NCS copies?

Tell Phenix to establish restraints:

- Click in the GUI
- Prepare (save) parameter file for later use

Make sure the restraints are established

- Check the proper locations in .log or .geo file.



Restraints for low resolution
- Secondary structure
- NCS

- Torsion (X-ray only)
- Cartesian (=global) (X-ray only)
- Constraints 

- Reference model
- Torsion
- Coordinate (=cartesian)

- Ramachandran 

Both phenix.refine and phenix.real_space_refine use (almost) 
the same machinery to establish restraints



Difference between phenix.refine and phenix.real_space_refine

phenix.refine phenix.real_space_refine



phenix.refine vs phenix.real_space_refine: secondary structure

phenix.refine phenix.real_space_refine



phenix.refine vs phenix.real_space_refine: NCS

phenix.refine phenix.real_space_refine

NCS - only constraints in RSR



phenix.refine vs phenix.real_space_refine: reference model

phenix.refine phenix.real_space_refine



phenix.refine vs phenix.real_space_refine: ramachandran

phenix.refine phenix.real_space_refine



Thank you.


