Table 1  NMR and refinement statistics for protein structures

	
	Protein

	NMR distance and dihedral constraints
	

	Distance constraints
	

	    Total NOE
	

	    Intra-residue
	

	    Inter-residue
	

	      Sequential (|i – j| = 1)
	

	      Medium-range (|i – j| < 4)
	

	      Long-range (|i – j| > 5)
	

	      Intermolecular
	

	    Hydrogen bonds
	

	Total dihedral angle restraints
	

	    (
	

	    (
	

	
	

	Structure statistics
	

	Violations (mean and s.d.)
	

	    Distance constraints (Å)    
	

	    Dihedral angle constraints (º)
	

	    Max. dihedral angle violation (º)    
	

	    Max. distance constraint violation (Å) 
	

	Deviations from idealized geometry
	

	    Bond lengths (Å)    
	

	    Bond angles (º)
	

	    Impropers (º)
	

	Average pairwise r.m.s. deviation** (Å)    
	

	    Heavy     
	

	    Backbone  
	


**[AU: Please indicate number of structures used in r.m.s. deviation calculations: “Pairwise r.m.s. deviation was calculated among ## refined structures.”]
[AU: Ramachandran statistics should be in Methods section at end of Refinement subsection.]

[AU: If RDC is used, please include the following:
 Total RDCs



Qfree (%)
Q and Qfree are recommended when there are many RDCs; often, though, there are not enough to make this statistically meaningful.]
Table 2  NMR and refinement statistics for nucleic acids
	
	Structure name

	NMR distance and dihedral constraints
	

	Distance restraints
	

	   Total NOE
	

	   Intra-residue
	

	   Inter-residue
	

	      Sequential (|i – j| = 1)
	

	      Nonsequential (|i – j| > 1 )
	

	   Hydrogen bonds
	

	Total dihedral angle restraints
	

	      Base pair
	

	      Sugar pucker
	

	      Backbone
	

	   Based on A-form geometry
	

	
	

	Structure statistics
	

	Violations (mean and s.d.)
	

	   Distance constraints (Å)    
	

	   Dihedral angle constraints (º)
	

	   Max. dihedral angle violation (º)    
	

	   Max. distance constraint violation (Å) 
	

	Deviations from idealized geometry
	

	   Bond lengths (Å)    
	

	   Bond angles (º)
	

	   Impropers (º)
	

	Average pairwise r.m.s. deviation** (Å)    
	

	   All RNA heavy    
	

	   RNA binding site    
	

	   All nucleotides     
	

	       (special parts??) apical, tetraloop, symmetric bulge
	


**[AU: Please indicate number of structures used in r.m.s. deviation calculations: “Pairwise r.m.s. deviation was calculated among ## refined structures.”]

[AU: Ramachandran statistics should be in Methods section at end of Refinement subsection.]

[AU: If RDC is used, please include the following:

 Total RDCs



Qfree (%)

Q and Qfree are recommended when there are many RDCs; often, though, there are not enough to make this statistically meaningful.]

Table 3  NMR and refinement statistics for complexes
	
	Protein
	Nucleic acid/ligand

	NMR distance and dihedral constraints
	
	

	Distance restraints 
	
	

	   Total NOE
	
	

	   Intra-residue
	
	

	   Inter-residue
	
	

	      Sequential (|i – j| = 1)
	
	

	      Nonsequential (|i – j| > 1 )
	
	

	    Hydrogen bonds
	
	

	Protein–nucleic acid intermolecular
	
	

	Total dihedral angle restraints
	
	

	    Protein 
	
	

	       (
	
	

	      (
	
	

	    Nucleic acid 
	
	

	       Base pair
	
	

	       Sugar pucker
	
	

	       Backbone
	
	

	    Based on A-form geometry
	
	

	
	
	

	Structure statistics
	
	

	Violations (mean and s.d.)
	
	

	   Distance constraints (Å)    
	
	

	   Dihedral angle constraints (º)
	
	

	   Max. dihedral angle violation (º)
	
	

	   Max. distance constraint violation (Å) 
	
	

	Deviations from idealized geometry
	
	

	   Bond lengths (Å)    
	
	

	   Bond angles (º)
	
	

	   Impropers (º)
	

	Average pairwise r.m.s. deviation** (Å)    
	
	

	   Protein
	
	

	     Heavy 
	
	

	     Backbone 
	
	

	  RNA
	
	

	     All RNA heavy 
	
	

	     RNA binding site 
	
	

	     All nucleotides 
	
	

	        (special parts??) apical, tetraloop, symmetric bulge
	
	

	  Complex
	
	

	     All complex heavy (C, N, O, P) 
	
	

	     Protein and nucleic acid heavy 
	
	


**[AU: Please indicate number of structures used in r.m.s. deviation calculations: “Pairwise r.m.s. deviation was calculated among ## refined structures.”]

[AU: Ramachandran statistics should be in Methods section at end of Refinement subsection.]

[AU: If RDC is used, please include the following:

 Total RDCs



Qfree (%)

Q and Qfree are recommended when there are many RDCs; often, though, there are not enough to make this statistically meaningful.]

