Supplementary Data 4: FBHR restraints for the OEI (2F data)
refinement {
  geometry_restraints.edits {
	  bond {
      action = *add
      atom_selection_1 = name CA1  and chain A and resname OEI and resseq  601
      atom_selection_2 = name  O1 and chain A and resname OEI and resseq  601
      distance_ideal = 2.5
      slack=0.3
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain a and resname OEI and resseq  601
      atom_selection_2 = name  O1 and chain a and resname OEI and resseq  601
      distance_ideal = 2.5
      slack=0.3
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain A and resname OEI and resseq  601
      atom_selection_2 = name  O2 and chain A and resname OEI and resseq  601
      distance_ideal = 2.5
      slack=0.3
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain a and resname OEI and resseq  601
      atom_selection_2 = name  O2 and chain a and resname OEI and resseq  601
      distance_ideal = 2.5
      slack=0.3
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain A and resname OEI and resseq  601
      atom_selection_2 = name  O5 and chain A and resname OEI and resseq  601
      distance_ideal = 2.5
      slack=0.3
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain a and resname OEI and resseq  601
      atom_selection_2 = name  O5 and chain a and resname OEI and resseq  601
      distance_ideal = 2.5
      slack=0.3
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain A and resname OEI and resseq  601
      atom_selection_2 = name  O6 and chain A and resname OEI and resseq  601
      distance_ideal = 2.5
      slack=0.3
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain a and resname OEI and resseq  601
      atom_selection_2 = name  O6 and chain a and resname OEI and resseq  601
      distance_ideal = 2.5
      slack=0.3
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain A and resname OEI and resseq  601
      atom_selection_2 = name  W3 and chain A and resname OEI and resseq  601
      distance_ideal = 2.4
      slack=0.4
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain a and resname OEI and resseq  601
      atom_selection_2 = name  W3 and chain a and resname OEI and resseq  601
      distance_ideal = 2.4
      slack=0.4
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain A and resname OEI and resseq  601
      atom_selection_2 = name  W4 and chain A and resname OEI and resseq  601
      distance_ideal = 2.4
      slack=0.4
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain a and resname OEI and resseq  601
      atom_selection_2 = name  W4 and chain a and resname OEI and resseq  601
      distance_ideal = 2.4
      slack=0.4
      sigma = 0.05
    }
	  bond {
      action = *add
      atom_selection_1 = name MN1  and chain A and resname OEI and resseq  601
      atom_selection_2 = name  O1 and chain A and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name MN1  and chain a and resname OEI and resseq  601
      atom_selection_2 = name  O1 and chain a and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
	  bond {
      action = *add
      atom_selection_1 = name MN1  and chain A and resname OEI and resseq  601
      atom_selection_2 = name  O3 and chain A and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name MN1  and chain a and resname OEI and resseq  601
      atom_selection_2 = name  O3 and chain a and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
	  bond {
      action = *add
      atom_selection_1 = name MN1  and chain A and resname OEI and resseq  601
      atom_selection_2 = name  O6 and chain A and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name MN1  and chain a and resname OEI and resseq  601
      atom_selection_2 = name  O6 and chain a and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
	  bond {
      action = *add
      atom_selection_1 = name MN2  and chain A and resname OEI and resseq  601
      atom_selection_2 = name  O1 and chain A and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name MN2  and chain a and resname OEI and resseq  601
      atom_selection_2 = name  O1 and chain a and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
   	bond {
      action = *add
      atom_selection_1 = name MN2  and chain A and resname OEI and resseq  601
      atom_selection_2 = name  O2 and chain A and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name MN2  and chain a and resname OEI and resseq  601
      atom_selection_2 = name  O2 and chain a and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
	  bond {
      action = *add
      atom_selection_1 = name MN2  and chain A and resname OEI and resseq  601
      atom_selection_2 = name  O3 and chain A and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name MN2  and chain a and resname OEI and resseq  601
      atom_selection_2 = name  O3 and chain a and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name MN3  and chain A and resname OEI and resseq  601
      atom_selection_2 = name  O2 and chain A and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name MN3  and chain a and resname OEI and resseq  601
      atom_selection_2 = name  O2 and chain a and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
	  bond {
      action = *add
      atom_selection_1 = name MN3  and chain A and resname OEI and resseq  601
      atom_selection_2 = name  O3 and chain A and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name MN3  and chain a and resname OEI and resseq  601
      atom_selection_2 = name  O3 and chain a and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
	  bond {
      action = *add
      atom_selection_1 = name MN3  and chain A and resname OEI and resseq  601
      atom_selection_2 = name  O4 and chain A and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name MN3  and chain a and resname OEI and resseq  601
      atom_selection_2 = name  O4 and chain a and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }

	  bond {
      action = *add
      atom_selection_1 = name MN3  and chain A and resname OEI and resseq  601
      atom_selection_2 = name  O5 and chain A and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name MN3  and chain a and resname OEI and resseq  601
      atom_selection_2 = name  O5 and chain a and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name MN4  and chain A and resname OEI and resseq  601
      atom_selection_2 = name  O4 and chain A and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name MN4  and chain a and resname OEI and resseq  601
      atom_selection_2 = name  O4 and chain a and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
  	bond {
      action = *add
      atom_selection_1 = name MN4  and chain A and resname OEI and resseq  601
      atom_selection_2 = name  O5 and chain A and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name MN4  and chain a and resname OEI and resseq  601
      atom_selection_2 = name  O5 and chain a and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name MN4  and chain A and resname OEI and resseq  601
      atom_selection_2 = name  W1 and chain A and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name MN4  and chain a and resname OEI and resseq  601
      atom_selection_2 = name  W1 and chain a and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name MN4  and chain A and resname OEI and resseq  601
      atom_selection_2 = name  W2 and chain A and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
    bond {
      action = *add
      atom_selection_1 = name MN4  and chain a and resname OEI and resseq  601
      atom_selection_2 = name  W2 and chain a and resname OEI and resseq  601
      distance_ideal = 1.95
      slack=0.35
      sigma = 0.05
    }
  }
}
