Supplementary Data 2a: Edits file for refinement of 2F data (amino acids)
refinement {
  geometry_restraints.edits {
    bond {
      action = *add
      atom_selection_1 = name MN1  and chain a and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  NE2 and chain a and resname HIS and resseq 332 and altid A
      distance_ideal = 2.121000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name O3  and chain a and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  NE2 and chain a and resname HIS and resseq 337 and altid A
      distance_ideal = 2.70000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN1  and chain a and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  OD2 and chain a and resname ASP and resseq 342 and altid A
      distance_ideal = 2.214000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN1  and chain a and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  OE2 and chain a and resname GLU and resseq 189 and altid A
      distance_ideal = 1.791000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN2  and chain a and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  OE1 and chain c and resname GLU and resseq 354 and altid A
      distance_ideal = 2.095000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN2  and chain a and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  OXT and chain a and resname ALA and resseq 344 and altid A
      distance_ideal = 1.899000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN2  and chain a and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  OD1 and chain a and resname ASP and resseq 342 and altid A
      distance_ideal = 2.161000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN3  and chain a and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  OE1 and chain a and resname GLU and resseq 333 and altid A
      distance_ideal = 2.056000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN3  and chain a and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  OE2 and chain c and resname GLU and resseq 354 and altid A
      distance_ideal = 2.128000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN4  and chain a and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  OE2 and chain a and resname GLU and resseq 333 and altid A
      distance_ideal = 2.082000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN4  and chain a and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  OD1 and chain a and resname ASP and resseq 170 and altid A
      distance_ideal = 2.034000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain a and resname OEC and resseq 601 and altid A
      atom_selection_2 = name O    and chain a and resname ALA and resseq 344 and altid A
      distance_ideal = 2.426000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain a and resname OEC and resseq 601 and altid A
      atom_selection_2 = name OD2  and chain a and resname ASP and resseq 170 and altid A
      distance_ideal = 2.355000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain a and resname OEC and resseq 601 and altid A
      atom_selection_2 = name OE1  and chain a and resname GLU and resseq 189 and altid A
      distance_ideal = 3.096000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN1  and chain a and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  NE2 and chain a and resname HIS and resseq 332 and altid B
      distance_ideal = 2.121000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name O3  and chain a and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  NE2 and chain a and resname HIS and resseq 337 and altid B
      distance_ideal = 2.70000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN1  and chain a and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  OD2 and chain a and resname ASP and resseq 342 and altid B
      distance_ideal = 2.214000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN1  and chain a and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  OE2 and chain a and resname GLU and resseq 189 and altid B
      distance_ideal = 1.791000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN2  and chain a and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  OE1 and chain c and resname GLU and resseq 354 and altid B
      distance_ideal = 2.095000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN2  and chain a and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  OXT and chain a and resname ALA and resseq 344 and altid B
      distance_ideal = 1.899000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN2  and chain a and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  OD1 and chain a and resname ASP and resseq 342 and altid B
      distance_ideal = 2.161000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN3  and chain a and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  OE1 and chain a and resname GLU and resseq 333 and altid B
      distance_ideal = 2.056000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN3  and chain a and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  OE2 and chain c and resname GLU and resseq 354 and altid B
      distance_ideal = 2.128000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN4  and chain a and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  OE2 and chain a and resname GLU and resseq 333 and altid B
      distance_ideal = 2.082000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN4  and chain a and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  OD1 and chain a and resname ASP and resseq 170 and altid B
      distance_ideal = 2.034000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain a and resname OEI and resseq 601 and altid B
      atom_selection_2 = name O    and chain a and resname ALA and resseq 344 and altid B
      distance_ideal = 2.426000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain a and resname OEI and resseq 601 and altid B
      atom_selection_2 = name OD2  and chain a and resname ASP and resseq 170 and altid B
      distance_ideal = 2.355000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain a and resname OEI and resseq 601 and altid B
      atom_selection_2 = name OE1  and chain a and resname GLU and resseq 189 and altid B
      distance_ideal = 3.096000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name CAB  and chain v and resname HEC and resseq 642
      atom_selection_2 = name SG   and chain v and resname CYS and resseq  37
      distance_ideal = 1.680000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name CAC  and chain v and resname HEC and resseq 642
      atom_selection_2 = name SG   and chain v and resname CYS and resseq  40
      distance_ideal = 1.830000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name  FE  and chain a and resname FE2 and resseq 603
      atom_selection_2 = name  NE2 and chain d and resname HIS and resseq 214
      distance_ideal = 2.160000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name  FE  and chain a and resname FE2 and resseq 603
      atom_selection_2 = name  O1  and chain a and resname BCT and resseq 681
      distance_ideal = 2.060000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name  FE  and chain a and resname FE2 and resseq 603
      atom_selection_2 = name  O2  and chain a and resname BCT and resseq 681
      distance_ideal = 2.060000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name  FE  and chain a and resname FE2 and resseq 603
      atom_selection_2 = name  O3  and chain a and resname BCT and resseq 681
      distance_ideal = 4.040000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name  FE  and chain a and resname FE2 and resseq 603
      atom_selection_2 = name  NE2 and chain d and resname HIS and resseq 268
      distance_ideal = 2.160000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name  FE  and chain a and resname FE2 and resseq 603
      atom_selection_2 = name  NE2 and chain a and resname HIS and resseq 215
      distance_ideal = 2.160000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name  FE  and chain a and resname FE2 and resseq 603
      atom_selection_2 = name  NE2 and chain a and resname HIS and resseq 272
      distance_ideal = 2.160000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name FE   and chain f and resname HEM and resseq 641
      atom_selection_2 = name  NE2 and chain f and resname HIS and resseq  24
      distance_ideal = 2.160000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name FE   and chain f and resname HEM and resseq 641
      atom_selection_2 = name  NE2 and chain e and resname HIS and resseq  23
      distance_ideal = 2.160000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name FE   and chain v and resname HEC and resseq 642
      atom_selection_2 = name  NE2 and chain v and resname HIS and resseq  41
      distance_ideal = 2.160000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name FE   and chain v and resname HEC and resseq 642
      atom_selection_2 = name  NE2 and chain v and resname HIS and resseq  92
      distance_ideal = 2.160000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain a and resname CLA and resseq 604
      atom_selection_2 = name  NE2 and chain a and resname HIS and resseq 198
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain a and resname CLA and resseq 607
      atom_selection_2 = name    O and chain S and resname HOH and resseq 5501
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain a and resname CLA and resseq 610
      atom_selection_2 = name  NE2 and chain a and resname HIS and resseq 118
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain b and resname CLA and resseq 612
      atom_selection_2 = name    O and chain S and resname HOH and resseq 5502
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain b and resname CLA and resseq 613
      atom_selection_2 = name  ND1 and chain b and resname HIS and resseq 201
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain b and resname CLA and resseq 614
      atom_selection_2 = name  NE2 and chain b and resname HIS and resseq 202
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain b and resname CLA and resseq 615
      atom_selection_2 = name  NE2 and chain b and resname HIS and resseq 455
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain b and resname CLA and resseq 616
      atom_selection_2 = name  NE2 and chain b and resname HIS and resseq 100
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain b and resname CLA and resseq 617
      atom_selection_2 = name  ND1 and chain b and resname HIS and resseq 157
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain b and resname CLA and resseq 618
      atom_selection_2 = name    O and chain S and resname HOH and resseq 5503
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain b and resname CLA and resseq 619
      atom_selection_2 = name  NE2 and chain b and resname HIS and resseq 466
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain b and resname CLA and resseq 620
      atom_selection_2 = name  NE2 and chain b and resname HIS and resseq 216
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain b and resname CLA and resseq 621
      atom_selection_2 = name    O and chain S and resname HOH and resseq 5504
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain b and resname CLA and resseq 622
      atom_selection_2 = name  NE2 and chain b and resname HIS and resseq 469
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain b and resname CLA and resseq 623
      atom_selection_2 = name  NE2 and chain b and resname HIS and resseq  23
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain b and resname CLA and resseq 624
      atom_selection_2 = name  NE2 and chain b and resname HIS and resseq  26
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain b and resname CLA and resseq 625
      atom_selection_2 = name  NE2 and chain b and resname HIS and resseq   9
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain b and resname CLA and resseq 626
      atom_selection_2 = name  NE2 and chain b and resname HIS and resseq 142
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain b and resname CLA and resseq 627
      atom_selection_2 = name  NE2 and chain b and resname HIS and resseq 114
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain c and resname CLA and resseq 628
      atom_selection_2 = name  NE2 and chain c and resname HIS and resseq 237
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain c and resname CLA and resseq 629
      atom_selection_2 = name  NE2 and chain c and resname HIS and resseq 430
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain c and resname CLA and resseq 630
      atom_selection_2 = name  NE2 and chain c and resname HIS and resseq 118
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain c and resname CLA and resseq 631
      atom_selection_2 = name    O and chain S and resname HOH and resseq 5505
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain c and resname CLA and resseq 632
      atom_selection_2 = name  NE2 and chain c and resname HIS and resseq 441
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain c and resname CLA and resseq 633
      atom_selection_2 = name  NE2 and chain c and resname HIS and resseq 251
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain c and resname CLA and resseq 634
      atom_selection_2 = name    O and chain S and resname HOH and resseq 5506
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain c and resname CLA and resseq 635
      atom_selection_2 = name  NE2 and chain c and resname HIS and resseq 444
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain c and resname CLA and resseq 636
      atom_selection_2 = name  NE2 and chain c and resname HIS and resseq  53
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain c and resname CLA and resseq 637
      atom_selection_2 = name  NE2 and chain c and resname HIS and resseq  56
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain c and resname CLA and resseq 638
      atom_selection_2 = name  OD1 and chain c and resname ASN and resseq  39
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain c and resname CLA and resseq 639
      atom_selection_2 = name  NE2 and chain c and resname HIS and resseq 164
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain c and resname CLA and resseq 640
      atom_selection_2 = name  NE2 and chain c and resname HIS and resseq 132
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain d and resname CLA and resseq 606
      atom_selection_2 = name    O and chain S and resname HOH and resseq 5507
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain d and resname CLA and resseq 605
      atom_selection_2 = name  NE2 and chain d and resname HIS and resseq 197
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain d and resname CLA and resseq 611
      atom_selection_2 = name  NE2 and chain d and resname HIS and resseq 117
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MN1  and chain A and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  NE2 and chain A and resname HIS and resseq 332 and altid A
      distance_ideal = 2.121000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name O3  and chain A and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  NE2 and chain A and resname HIS and resseq 337 and altid A
      distance_ideal = 2.70000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN1  and chain A and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  OD2 and chain A and resname ASP and resseq 342 and altid A
      distance_ideal = 2.214000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN1  and chain A and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  OE2 and chain A and resname GLU and resseq 189 and altid A
      distance_ideal = 1.791000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN2  and chain A and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  OE1 and chain C and resname GLU and resseq 354 and altid A
      distance_ideal = 2.095000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN2  and chain A and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  OXT and chain A and resname ALA and resseq 344 and altid A
      distance_ideal = 1.899000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN2  and chain A and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  OD1 and chain A and resname ASP and resseq 342 and altid A
      distance_ideal = 2.161000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN3  and chain A and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  OE1 and chain A and resname GLU and resseq 333 and altid A
      distance_ideal = 2.056000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN3  and chain A and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  OE2 and chain C and resname GLU and resseq 354 and altid A
      distance_ideal = 2.128000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN4  and chain A and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  OE2 and chain A and resname GLU and resseq 333 and altid A
      distance_ideal = 2.082000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN4  and chain A and resname OEC and resseq 601 and altid A
      atom_selection_2 = name  OD1 and chain A and resname ASP and resseq 170 and altid A
      distance_ideal = 2.034000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain A and resname OEC and resseq 601 and altid A
      atom_selection_2 = name O    and chain A and resname ALA and resseq 344 and altid A
      distance_ideal = 2.426000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain A and resname OEC and resseq 601 and altid A
      atom_selection_2 = name OD2  and chain A and resname ASP and resseq 170 and altid A
      distance_ideal = 2.355000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain A and resname OEC and resseq 601 and altid A
      atom_selection_2 = name OE1  and chain A and resname GLU and resseq 189 and altid A
      distance_ideal = 3.096000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN1  and chain A and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  NE2 and chain A and resname HIS and resseq 332 and altid B
      distance_ideal = 2.121000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name O3  and chain A and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  NE2 and chain A and resname HIS and resseq 337 and altid B
      distance_ideal = 2.7000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN1  and chain A and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  OD2 and chain A and resname ASP and resseq 342 and altid B
      distance_ideal = 2.214000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN1  and chain A and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  OE2 and chain A and resname GLU and resseq 189 and altid B
      distance_ideal = 1.791000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN2  and chain A and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  OE1 and chain C and resname GLU and resseq 354 and altid B
      distance_ideal = 2.095000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN2  and chain A and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  OXT and chain A and resname ALA and resseq 344 and altid B
      distance_ideal = 1.899000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN2  and chain A and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  OD1 and chain A and resname ASP and resseq 342 and altid B
      distance_ideal = 2.161000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN3  and chain A and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  OE1 and chain A and resname GLU and resseq 333 and altid B
      distance_ideal = 2.056000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN3  and chain A and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  OE2 and chain C and resname GLU and resseq 354 and altid B
      distance_ideal = 2.128000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN4  and chain A and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  OE2 and chain A and resname GLU and resseq 333 and altid B
      distance_ideal = 2.082000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name MN4  and chain A and resname OEI and resseq 601 and altid B
      atom_selection_2 = name  OD1 and chain A and resname ASP and resseq 170 and altid B
      distance_ideal = 2.034000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain A and resname OEI and resseq 601 and altid B
      atom_selection_2 = name O    and chain A and resname ALA and resseq 344 and altid B
      distance_ideal = 2.426000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain A and resname OEI and resseq 601 and altid B
      atom_selection_2 = name OD2  and chain A and resname ASP and resseq 170 and altid B
      distance_ideal = 2.355000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name CA1  and chain A and resname OEI and resseq 601 and altid B
      atom_selection_2 = name OE1  and chain A and resname GLU and resseq 189 and altid B
      distance_ideal = 3.096000
      sigma = 0.500
    }
    bond {
      action = *add
      atom_selection_1 = name CAB  and chain V and resname HEC and resseq 642
      atom_selection_2 = name SG   and chain V and resname CYS and resseq  37
      distance_ideal = 1.680000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name CAC  and chain V and resname HEC and resseq 642
      atom_selection_2 = name SG   and chain V and resname CYS and resseq  40
      distance_ideal = 1.830000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name  FE  and chain A and resname FE2 and resseq 603
      atom_selection_2 = name  O1  and chain A and resname BCT and resseq 681
      distance_ideal = 2.060000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name  FE  and chain A and resname FE2 and resseq 603
      atom_selection_2 = name  NE2 and chain A and resname HIS and resseq 215
      distance_ideal = 2.160000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name  FE  and chain A and resname FE2 and resseq 603
      atom_selection_2 = name  NE2 and chain D and resname HIS and resseq 214
      distance_ideal = 2.160000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name  FE  and chain A and resname FE2 and resseq 603
      atom_selection_2 = name  O2  and chain A and resname BCT and resseq 681
      distance_ideal = 2.060000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name  FE  and chain A and resname FE2 and resseq 603
      atom_selection_2 = name  O3  and chain A and resname BCT and resseq 681
      distance_ideal = 4.040000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name  FE  and chain A and resname FE2 and resseq 603
      atom_selection_2 = name  NE2 and chain D and resname HIS and resseq 268
      distance_ideal = 2.160000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name  FE  and chain A and resname FE2 and resseq 603
      atom_selection_2 = name  NE2 and chain A and resname HIS and resseq 272
      distance_ideal = 2.160000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name FE   and chain F and resname HEM and resseq 641
      atom_selection_2 = name  NE2 and chain E and resname HIS and resseq  23
      distance_ideal = 2.160000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name FE   and chain F and resname HEM and resseq 641
      atom_selection_2 = name  NE2 and chain F and resname HIS and resseq  24
      distance_ideal = 2.160000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name FE   and chain V and resname HEC and resseq 642
      atom_selection_2 = name  NE2 and chain V and resname HIS and resseq  41
      distance_ideal = 2.160000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name FE   and chain V and resname HEC and resseq 642
      atom_selection_2 = name  NE2 and chain V and resname HIS and resseq  92
      distance_ideal = 2.160000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain A and resname CLA and resseq 604
      atom_selection_2 = name  NE2 and chain A and resname HIS and resseq 198
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain A and resname CLA and resseq 607
      atom_selection_2 = name    O and chain S and resname HOH and resseq 5001
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain A and resname CLA and resseq 610
      atom_selection_2 = name  NE2 and chain A and resname HIS and resseq 118
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain B and resname CLA and resseq 612
      atom_selection_2 = name    O and chain S and resname HOH and resseq 5002
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain B and resname CLA and resseq 613
      atom_selection_2 = name  ND1 and chain B and resname HIS and resseq 201
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain B and resname CLA and resseq 614
      atom_selection_2 = name  NE2 and chain B and resname HIS and resseq 202
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain B and resname CLA and resseq 615
      atom_selection_2 = name  NE2 and chain B and resname HIS and resseq 455
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain B and resname CLA and resseq 616
      atom_selection_2 = name  NE2 and chain B and resname HIS and resseq 100
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain B and resname CLA and resseq 617
      atom_selection_2 = name  ND1 and chain B and resname HIS and resseq 157
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain B and resname CLA and resseq 618
      atom_selection_2 = name    O and chain S and resname HOH and resseq 5003
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain B and resname CLA and resseq 619
      atom_selection_2 = name  NE2 and chain B and resname HIS and resseq 466
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain B and resname CLA and resseq 620
      atom_selection_2 = name  NE2 and chain B and resname HIS and resseq 216
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain B and resname CLA and resseq 621
      atom_selection_2 = name    O and chain S and resname HOH and resseq 5004
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain B and resname CLA and resseq 622
      atom_selection_2 = name  NE2 and chain B and resname HIS and resseq 469
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain B and resname CLA and resseq 623
      atom_selection_2 = name  NE2 and chain B and resname HIS and resseq  23
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain B and resname CLA and resseq 624
      atom_selection_2 = name  NE2 and chain B and resname HIS and resseq  26
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain B and resname CLA and resseq 625
      atom_selection_2 = name  NE2 and chain B and resname HIS and resseq   9
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain B and resname CLA and resseq 626
      atom_selection_2 = name  NE2 and chain B and resname HIS and resseq 142
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain B and resname CLA and resseq 627
      atom_selection_2 = name  NE2 and chain B and resname HIS and resseq 114
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain C and resname CLA and resseq 628
      atom_selection_2 = name  NE2 and chain C and resname HIS and resseq 237
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain C and resname CLA and resseq 629
      atom_selection_2 = name  NE2 and chain C and resname HIS and resseq 430
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain C and resname CLA and resseq 630
      atom_selection_2 = name  NE2 and chain C and resname HIS and resseq 118
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain C and resname CLA and resseq 631
      atom_selection_2 = name    O and chain S and resname HOH and resseq 5005
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain C and resname CLA and resseq 632
      atom_selection_2 = name  NE2 and chain C and resname HIS and resseq 441
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain C and resname CLA and resseq 633
      atom_selection_2 = name  NE2 and chain C and resname HIS and resseq 251
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain C and resname CLA and resseq 634
      atom_selection_2 = name    O and chain S and resname HOH and resseq 5006
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain C and resname CLA and resseq 635
      atom_selection_2 = name  NE2 and chain C and resname HIS and resseq 444
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain C and resname CLA and resseq 636
      atom_selection_2 = name  NE2 and chain C and resname HIS and resseq  53
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain C and resname CLA and resseq 637
      atom_selection_2 = name  NE2 and chain C and resname HIS and resseq  56
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain C and resname CLA and resseq 638
      atom_selection_2 = name  OD1 and chain C and resname ASN and resseq  39
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain C and resname CLA and resseq 639
      atom_selection_2 = name  NE2 and chain C and resname HIS and resseq 164
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain C and resname CLA and resseq 640
      atom_selection_2 = name  NE2 and chain C and resname HIS and resseq 132
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain D and resname CLA and resseq 606
      atom_selection_2 = name    O and chain S and resname HOH and resseq 5007
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain D and resname CLA and resseq 605
      atom_selection_2 = name  NE2 and chain D and resname HIS and resseq 197
      distance_ideal = 2.150000
      sigma = 0.050
    }
    bond {
      action = *add
      atom_selection_1 = name MG   and chain D and resname CLA and resseq 611
      atom_selection_2 = name  NE2 and chain D and resname HIS and resseq 117
      distance_ideal = 2.150000
      sigma = 0.050
    }
  }
}
Supplementary Data 2b: Edits file for refinement of 2F data (Mn-Mn restraints)
refinement {
          geometry_restraints.edits {
              bond {
              action = *add 
              atom_selection_1 = chain A and resid 601 and altid B and name MN1 
              atom_selection_2 = chain A and resid 601 and altid B and name MN3 
              distance_ideal = 3.41 
              sigma = 0.010
            }
          }
        }
refinement {
          geometry_restraints.edits {
              bond {
              action = *add 
              atom_selection_1 = chain A and resid 601 and altid B and name MN1 
              atom_selection_2 = chain A and resid 601 and altid B and name MN2 
              distance_ideal = 2.80 
              sigma = 0.010
            }
          }
        }
refinement {
          geometry_restraints.edits {
              bond {
              action = *add 
              atom_selection_1 = chain A and resid 601 and altid B and name MN2 
              atom_selection_2 = chain A and resid 601 and altid B and name MN3 
              distance_ideal = 2.83 
              sigma = 0.010
            }
          }
        }
refinement {
          geometry_restraints.edits {
              bond {
              action = *add 
              atom_selection_1 = chain A and resid 601 and altid B and name MN3 
              atom_selection_2 = chain A and resid 601 and altid B and name MN4 
              distance_ideal = 2.76 
              sigma = 0.010
            }
          }
        }
refinement {
          geometry_restraints.edits {
              bond {
              action = *add 
              atom_selection_1 = chain a and resid 601 and altid B and name MN1 
              atom_selection_2 = chain a and resid 601 and altid B and name MN3 
              distance_ideal = 3.35 
              sigma = 0.010
            }
          }
        }
refinement {
          geometry_restraints.edits {
              bond {
              action = *add 
              atom_selection_1 = chain a and resid 601 and altid B and name MN1 
              atom_selection_2 = chain a and resid 601 and altid B and name MN2 
              distance_ideal = 2.78 
              sigma = 0.010
            }
          }
        }
refinement {
          geometry_restraints.edits {
              bond {
              action = *add 
              atom_selection_1 = chain a and resid 601 and altid B and name MN2 
              atom_selection_2 = chain a and resid 601 and altid B and name MN3 
              distance_ideal = 2.77 
              sigma = 0.010
            }
          }
        }
refinement {
          geometry_restraints.edits {
              bond {
              action = *add 
              atom_selection_1 = chain a and resid 601 and altid B and name MN3 
              atom_selection_2 = chain a and resid 601 and altid B and name MN4 
              distance_ideal = 2.88 
              sigma = 0.010
            }
          }
        }
