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1. Architecture of nucleotide binding 
 
a) A statistical study of all  the nucleotide binding proteins at  the Protein Data Bank 

has  enabled  the  identification  of  the  interaction  patterns  for  base,  ribose  and 
phosphate building blocks. 

 
b) Mono‐ and dinucleotides  ligands  that mimic  the RNA  substrate  structure were a 

good model  for  the  study  of  subsite  interactions  and  provided  a  reference  for 
RNase A family members with no reported crystal complexes. 

 
c) Structural analyses in the RNase A superfamily revealed a conservation of the main 

phosphate and base subsites (p1, B1) and a series of non conserved substitutions at 
additional secondary binding sites,  in agreement with previously  reported kinetic 
data. 

 
d) The  identified common conserved patterns and distinct peculiarities can assist  in 

the design of selective RNA binders. 
 
2. Structural study of RNase A superfamily members by X‐ray crystallography 
 
2.1. Structural study of RNase A 
 

2.1.1. Crystal structure of the RNase A/H7H10 double mutant  in complex with 3’‐
CMP 

 
e) The insertion of two histidines at RNase A p2 subsite mimics the enzyme active site, 

conforming an alternative catalytic centre. 
 
f) The creation of a secondary catalytic site at p2  induced structural changes at  the 

active  site  which  explain  the  reduction  of  the  enzyme  catalytic  efficiency  as 
reported by previous kinetic reports. 

 
g) Arg10His substitution modifies the interactions at the N‐terminus, increasing the 

region mobility. These changes may explain the different observed unit cell packing 
in comparison to the wild‐type protein. 

 
2.1.2. Atomic resolution crystal structure of RNase A – 3’‐CMP 
 

h) The  atomic  resolution  structure  of RNase A  –  3’CMP  (1.16 Å),  in  comparison  to 
previously  reported  data  at  medium  resolution  (2.20  Å),  provided  a  better 
visualisation of  the enzyme active site conformation when bound  to  the catalytic 
reaction product as well as the protonation state of the catalytic triad. 

 
i) The  comparison  of  RNase  A  –  3’‐CMP with  the  double mutant  RNase  A/H7H10 

complex confirms the p2 site influence on the residues of subsite p1. 
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2.2. Structural study of RNase 3/ECP 
 

2.2.1. Study of active site in mutant crystal structures 
 
j) RNase  3/ECP  active  site mutations  do  not  alter  the  overall  3D  structure  of  the 

protein. Hence, ECP/H15A and ECP/H128N mutants can be used  for comparative 
functional studies. 

 
k) Structural  analyses  explained  the  obtained  catalytic  results,  the  total  enzymatic 

activity abolishment upon His15Ala substitution and the residual activity of the 
His128Asn mutant. 

 
l) The  comparison  with  the  RNase  A  mutant  counterparts  provided  a  plausible 

explanation  for  the potential contribution of Lys38  in catalysis  in  the ECP/H128N 
mutant. 

 
2.2.2. High‐resolution native RNase 3/ECP complex structures 

 
m) The comparison of the two new high resolution structures of sulphate and citrate 

RNase 3 complexes highlighted  the  crystal packing differences and  identified  the 
main protein anion binding sites. 

 
2.3. Structural study of RNase 6 
 
n) The  first crystal structure of human RNase 6  is  reported  in  this work, setting  the 

basis for further structural and functional studies.  
 
o) Sulphate  binding  sites  were  identified,  providing  a  reference  for  the  protein 

nucleotide phosphate binding sites. 
 
p) A new identified region, unique to RNase 6, corresponds to a previously predicted 

site for heparin by docking experiments. 
 
q) The  comparison  to  the  protein  binding  mode  of  other  characterised  RNase  A 

superfamily members will help to analyse the enzyme catalytic efficiency towards 
nucleotide substrates. 

 
2.4. Overall comparison of RNases’ sulphate interaction sites 
 
r) New  interaction  subsites  have  been  observed  for  RNase  3/ECP  high  resolution 

crystals. 
 
s) A much higher number of  sulphate  recognition  subsites  is observed  in RNase  3, 

corroborating  its  high  affinity  for  negatively  charged  polymeric  molecules, 
potentially  contributing  to  its  higher  cytotoxicity  in  comparison  to  RNase  A  or 
RNase 6. 
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t) The  new  identified  binding  sites  may  assist  the  design  of  nucleotide  or  sugar 
derivative analogues for applied therapeutical drug development. 
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Table S1: Pair binding statistics for protein interaction with nucleotide-type ligands. The data was retrieved 

using the pair binding statistics search tool implemented in the PDBeMotif web server. Below each 

interacting residue the total number of protein structure complexes is indicated (number of corresponding 

UniProt entries/ total number of analysed structures from the Protein Data Bank. Only ligands with 

significant amount of statistical data available have been selected. For each ligand, the first 5 residues with 

the highest number of interactions were listed, and for each amino acid, only the atomic interactions with 

significance values over 80% have been included.  
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Table S2: Pair binding statistics for RNase A family canonical members with selected nucleotide-type 

ligands. Atomic interactions retrieved using the PDBeMotif web server are listed for both Van der Waals 

and hydrogen bonds. Protein atoms are labeled according to each molecule at the asymmetric unit. 

Protein 

Name 
Ligand Information 

 PDB 

Code 
Pair bonding interacting atoms 

PB NE2.HIS 12A PB NE2.GLN 11B 

 ND1.HIS 119A  ND1.HIS 11B 

O1B CD2.HIS 12A O1B CD2.HIS 12B 

 CE1.HIS 12A  NE2.HIS 12B 

 NE2.HIS 12A  CA.HIS 119B 

 CA.HIS 119A O2B ND1.HIS 11B 

O2B CE.LYS 41A  CE1.HIS 119B 

 NZ.LYS 41A  CG.HIS 119B 

O3B ND1.HIS 119A O3B NE2.GLN 11B 

 CE1.HIS 119A PA NZ.LYS 41B 

 CG.HIS 119A O1A CE1.HIS 12B 

PA NZ.LYS 7A  NE2.HIS 12B 

 NE2.GLN 11A  CE.LYS 41B 

NE2.GLN 11A  NZ.LYS 41B O1A 

NZ.LYS 7A C8 ND1.HIS 11B 

O3A NE2.GLN 11A N7 CB.HIS 119B 

O5' NZ.LYS 7A  CG.HIS 119B 

C5' CB.HIS 119A  ND1.HIS 11B 

C8 CD.GLU 111A C5 CB.HIS 119B 

 OE2.GLU 111A  CE1.HIS 119B 

 CG2.VAL 118A  CG.HIS 119B 

N7 ND2.ASN 71A  ND1.HIS 119B 

 CB.ALA 109A C6 ND2.ASN 67B 

C5' OE1.GLN 69A  CD2.HIS 119B 

 CB.ALA 109A  CG.HIS 119B 

C6 ND2.ASN 67A N6 CD2.HIS 119B 

 OE1.GLN 69A  CG.HIS 119B 

 CB.ALA 109A N1 CG.ASN 67B 

N6 OD1.ASN 71A  ND2.ASN 67B 

 CB.CYS 65A C2 ND2.ASN 67B 

 SG.CYS 65A N3 CE1.HIS 119B 

 OD1.ASN 67A C4 CE1.HIS 119B 

 OE1.GLN 69A  ND1.HIS 11B 

 CB.ALA 109A   

N1 CG.ASN 67A   

 ND2.ASN 67A   

 CD2.HIS 119A   

C2 CD2.HIS 119A   

 CE1.HIS 119A   

 CG.HIS 119A   

 ND1.HIS 119A   

 NE2.HIS 119A   

N3 CG.HIS 119A   

CB.HIS 119A   

ADP 

Adenosine-5’-diphosphate 

 

1o0h 

C4 

CG.HIS 119A   

C2 O1.THR 45A C2 CD1.PHE 120B 

 CD2.PHE 120A N3 CB.THR 45B 

 CB.THR 45A  OG1.THR 45B 

N3 OG1.THR 45A  CD1.PHE 120B 

 CD2.PHE 120A  CE1.PHE 120B 

 CE2.PHE 120A C4 CD1.PHE 120B 

C4 OG1.THR 45A  CE1.PHE 120B 

 CE2.PHE 120A O2 CA.ASN 44B 

 CE1.HIS 12A O4 CE1.PHE 120B 

R
N

a
se

 A
 

U3P 

Uridine-3’-phosphate 

1o0n 

O2 CA.ASN 44A P CE1.HIS 119B 

XXIV



 OG1.THR 45A  CG.HIS 119B 

O4 CE1.HIS 119A  ND1.HIS 119B 

 ND1.HIS 119A O1P CA.HIS 119B 

 NE2.GLN 11A  CD2.HIS 119B 

O1P NZ.LYS 41A  CE1.HIS 119B 

 CE.LYS 41A  CG.HIS 119B 

 NZ.LYS 41A  ND1.HIS 119B 

C2' CE1.HIS 119A  NE2.HIS 119B 

 CE1.HIS 12A  CA.PHE 120B 

 CE1.HIS 119A O2P NE2.GLN 11B 

O2' CB.PHE 120A  CE1.HIS 12B 

 NE2.HIS 12B 

O3P ND1.HIS 119B 

 CE1.HIS 119B 

 CG.HIS 119B 

O3' CE1.HIS 119B 

C2’ CE1.HIS 12B 

 NZ.LYS 41B 

O2' NE2.HIS 12B 

 
 

 

 CE.LYS 41B 

NZ.LYS 41B 

P2 NE2.HIS 12A P1 NZ.LYS 7B 

 ND1.HIS 119A NZ.LYS 7B 

O4P CD2.HIS 12A 

O1P 

CE.LYS 7B 

 CE1.HIS 12A P2 NE2.HIS 12B 

 NE2.HIS 12A  CD2.HIS 119B 

 CA.HIS 119A O4P CD2.HIS 12B 

O5P NE2.GLN 11A  NE2.HIS 12B 

 NZ.LYS 41A  CA.HIS 119B 

 CD.GLN 11A O5P CD2.HIS 119B 

O6P CE1.HIS 119A O6P NE2.GLN 11B 

 ND1.HIS 119A C5' CA.HIS 119B 

O5' ND1.HIS 119A  CB.HIS 119B 

 CE1.HIS 119A  CD2.HIS 119B 

C5' CB.HIS 119A  CG.HIS 119B 

 ND1.HIS 119A C4' CD2.HIS 119B 

O4' CB.HIS 119A O4' CD2.HIS 119B 

N9 CG.HIS 119A  CG.HIS 119B 

C8 CD2.HIS 119A C2' CD2.HIS 119B 

 CE1.HIS 119A C1' CD2.HIS 119B 

 CG.HIS 119A  CG.HIS 119B 

 ND1.HIS 119A N9 CB.HIS 119B 

 NE2.HIS 119A  CD2.HIS 119B 

N7 ND2.ASN 67A  CG.HIS 119B 

 CD2.HIS 119A C8 CD2.HIS 119B 

 NE2.HIS 119A  CE1.HIS 119B 

C5 CD2.HIS 119A  CG.HIS 119B 

C6 OE1.GLN 69A  ND1.HIS 119B 

 CB.ALA 109A  NE2.HIS 119B 

N6 OD1.ASN 71A  N7 ND2.ASN 67B 

 SG.CYS 65A  CE1.HIS 119B 

 OE1.GLN 69A  ND1.HIS 119B 

 CB.ALA 109A C5' ND2.ASN 67B 

N1 ND2.ASN 71A C6 ND2.ASN 67B 

 ND2.ASN 71A  OE1.GLN 69B 

C2 CB.ALA 109A  CB.ALA 109B 

C4 OE1.GLU 111A N6 SG.CYS 65B 

 CB.HIS 119A  ND2.ASN 67B 

 CG.HIS 119A  OE1.GLN 69B 

   OD1.ASN 71B 

   CB.ALA 109B 

  N1 ND2.ASN 71B 

   OE1.GLN 69B 

   CB.ALA 109B 

  C2 CB.ALA 109B 

   CG2.VAL 118B 

 A3P 

Adenosine-3’-5’-

diphosphate 

 

1o0f 

  C4 CB.HIS 119B 

XXV



   CG.HIS 119B 

C3' CE1.HIS 119E   

O3' CE1.HIS 119E   

 ND1.HIS 119E   

C2' CE1.HIS 12E   

O2' CE1.HIS 12E   

 NE2.HIS 12E   

 NZ.LYS 41E   

C2 OG1.THR 45E   

 CD1.PHE 120E   

N3 OG1.THR 45E   

 CD1.PHE 120E   

C4 OG1.THR 45E   

O2 CA.ASN 44E   

 

C5P 

Cytidine-5'-monophosphate 

 

1rnn 

N4 OG1.THR 45E   

P NE2.HIS 12A   

O1P NE2.HIS 12A   

 CD2.HIS 12A   

O2P NE2.GLN 11A   

O5D CE1.HIS 119A   

C1X NZ B.LYS 41A   

CC2 OG1.THR 45A   

  CD1.PHE 120A   

N3C OG1.THR 45A   

 CB.THR 45A   

 CD1.PHE 120A   

 CE1.PHE 120A   

CC4 CG1.VAL 43A   

 OG1.THR 45A   

CC5 CG1.VAL 43A   

O2C CA.ASN 44A   

O5B ND1.HIS 119A   

 CE1.HIS 119A   

 CG.HIS 119A   

C5B ND1.HIS 119A   

O4B CB.HIS 119A   

 CG.HIS 119A   

 ND1.HIS 119A   

C8A CE1.HIS 119A   

 CG.HIS 119A   

 ND1.HIS 119A   

N7A CD2.HIS 119A   

C5A CD B.GLN 69A   

 NE2 B.GLN 69A   

 OE1 B.GLN 69A   

C6A CD B.GLN 69A   

 NE2 B.GLN 69A   

 OE1 B.GLN 69A   

 OD1.ASN 71A   

 CB.ALA 109A   

N6A SG.CYS 65A   

 CB.GLN 69A   

 CD B.GLN 69A   

 CG B.GLN 69A   

 CG A.GLN 69A   

 NE2 B.GLN 69A   

 CG.ASN 71A   

 OD1.ASN 71A   

 CB.ALA 109A   

 

 

CPA 

2'-deoxycytidine-2'-

deoxyadenosine-3',5'-

monophosphate 

 

1rpg 

N1A ND2.ASN 71A   

XXVI



 OE1 B.GLN 69A   

 CB.ALA 109A   

 OE2.GLU 111A   

C2A CD.GLU 111A   

 CG2.VAL 118A   

N3A OE2.GLU 111A   

C4A CB.HIS 119A   

O5D NH1.ARG 85A   

C5D NH1.ARG 85A   

C2D CA.ALA 122A   

C8G CG1.VAL 43A   

 OG1.THR 45A   

N7G OG1.THR 45A   

C5G CD1.PHE 120A   

C6G CE1.HIS 12A   

 CD1.PHE 120A   

O6G ND1.HIS 12A   

 CA.ASN 44A   

P OE1.GLN 11A   

 NE2.HIS 12A   

 NZ.LYS 41A   

O1P OE1.GLN 11A   

 CE1.HIS 12A   

O3B NE2.HIS 12A   

 NZ.LYS 41A   

O5D ND1.HIS 119A   

C5D CE1.HIS 119A   

 CG.HIS 119A   

 CE1.HIS 12A   

 CA.HIS 119A   

 CB.HIS 119A   

 CG.HIS 119A   

 ND1.HIS 119A   

 CA.PHE 120A   

CGP 

2'-deoxycytidine- 

2'-deoxyguanosine- 

3',5'-monophosphate 

 

1rca 

 CB.PHE 120A   

P ND1.HIS 119A   

O1P CA.HIS 119A   

 CB.HIS 119A   

 CG.HIS 119A   

 ND1.HIS 119A   

O2P NE2.GLN 11A   

 CD2.HIS 12A   

 CE1.HIS 12A   

 NE2.HIS 12A   

O3P ND1.HIS 119A   

C2' CE1.HIS 12A   

 NZ.LYS 41A   

O2' NZ.LYS 41A   

 NE2.HIS 12A   

C2 CA.ASN 44A   

 CD1.PHE 120A   

N3 OG1.THR 45A   

 CB.THR 45A   

 CD1.PHE 120A   

C4 CD1.PHE 120A   

 

C3P 

Cytidine-3'-monophosphate 

 

1rpf 

 

 

 

O2 CA.ASN 44A   

P A NE2.GLN 11A P NE2.HIS 12B 

 NE2.HIS 12A  CD2.HIS 119B 
  

 

 

 
 ND1.HIS 119A O1P CD2.HIS 12B 

XXVII



O1P A CD2.HIS 12A  NE2.HIS 12B 

 NE2.HIS 12A  CA.HIS 119B 

 CA.HIS 119A  CD2.HIS 119B 

O2P A NE2.GLN 11A O2P NE2.GLN 11B 

 NZ.LYS 41A  NE2.HIS 12B 

O3P A CE1.HIS 119A O3P CD2.HIS 119B 

 ND1.HIS 119A  NE2.HIS 119B 

O5' A ND1.HIS 119A C5' CD2.HIS 119B 

 CE1.HIS 119A C4' CD2.HIS 119B 

 CG.HIS 119A O4' CB.HIS 119B 

O5' B CE1.HIS 119A  CD2.HIS 119B 

 ND1.HIS 119A  CG.HIS 119B 

C5' A CB.HIS 119A C3' CD2.HIS 119B 

 ND1.HIS 119A C2' CD2.HIS 119B 

C5' B ND1.HIS 119A C1' CD2.HIS 119B 

O4' A CB.HIS 119A  CG.HIS 119B 

 CG.HIS 119A N9 CD2.HIS 119B 

 ND1.HIS 119A  CG.HIS 119B 

O4' B CB.HIS 119A C8 CD2.HIS 119B 

 CE1.HIS 119A  CE1.HIS 119B 

 CG.HIS 119A  CG.HIS 119B 

C2' A CE1.HIS 119A  ND1.HIS 119B 

 ND1.HIS 119A  NE2.HIS 119B 

C1' A ND1.HIS 119A N7 CG.ASN 67B 

C1' B ND1.HIS 119A  ND2.ASN 67B 

N9 CG.HIS 119A  CE1.HIS 119B 

C8 CD2.HIS 119A  ND1.HIS 119B 

 CE1.HIS 119A C5 ND2.ASN 67B 

 CG.HIS 119A C6 SG.CYS 65B 

 ND1.HIS 119A  CD.GLN 69B 

 NE2.HIS 119A  OE1.GLN 69B 

N7 CG.ASN 67A  CB.ALA 109B 

 ND2.ASN 67A 

 CD2.HIS 119A 

N6 OD1.ASN 71B 

CB.CYS 65B 

C5 CD2.HIS 119A  SG.CYS 65B 

C6 OE1.GLN 69A  CB.GLN 69B 

 OD1.ASN 71A  CD.GLN 69B 

 CB.ALA 109A  OE1.GLN 69B 

N6 OD1.ASN 71A  CB.ALA 109B 

 SG.CYS 65A N1 ND2.ASN 71B 

 CB.GLN 69A  OE1.GLN 69B 

 CD.GLN 69A  CB.ALA 109B 

 OE1.GLN 69A C2 OE1.GLU 111B 

 CG.ASN 71A  CG2.VAL 118B 

 CB.ALA 109A C4 CB.HIS 119B 

N1 ND2.ASN 71A  CG.HIS 119B 

 CB.ALA 109A  

C2 OE1.GLU 111A  

 CG2.VAL 118A  

AMP 

Adenosine monophosphate 

 

1z6s 

C4 CB.HIS 119A  

 

C2 OG1.THR 45A C2 OG1.THR 45B 

 CD1.PHE 120A  CD1.PHE 120B 

N3 OG1.THR 45A N3 OG1.THR 45B 

 CB.THR 45A  CB.THR 45B 

 CD1.PHE 120A  CD1.PHE 120B 

 CE1.PHE 120A  CE1.PHE 120B 

C4 OG1.THR 45A C4 OG1.THR 45B 

C6 CG1.VAL 43A O2 CE1.HIS 12B 

O2 CE1.HIS 12A  CA.ASN 44B 

 CA.ASN 44A  OG1.THR 45B 

 CB.THR 45A O4 OG1.THR 45B 

 OG1.THR 45A C1' CE.LYS 41B 

C1' CE.LYS 41A  NZ.LYS 41B 

O2' NZ.LYS 41A O2' NZ.LYS 41B 

 CE1.HIS 12A  CE1.HIS 12B 

 CE.LYS 41A O3' CE1.HIS 119B 

O3' ND1B.HIS 119A  ND1.HIS 119B 

 U5P 

Uridine-5’-phosphate 

 

3jw1 

 O4' CE.LYS 41B 

XXVIII



 O1P NZ.LYS 66B 

  O1P NZ.LYS 66B 

   CD.LYS 66B 

   CE.LYS 66B 

  O2P CE1.HIS 119B 

P1 CH2.TRP 7A  

 CZ3.TRP 7A  

O1P CZ3.TRP 7A  

P2 NE2.GLN 14A  

 ND1.HIS 129A  

O4P CD2.HIS 15A  

 NE2.HIS 15A  

 CA.HIS 129A  

O5P NE2.GLN 14A  

O6P ND1.HIS 129A  

 CE1.HIS 129A  

 CG.HIS 129A  

C5' CA.HIS 129A  

 CB.HIS 129A  

 CG.HIS 129A  

 ND1.HIS 129A  

C4' CZ3.TRP 7A  

O4' CB.HIS 129A  

C2' CE1.HIS 129A  

 ND1.HIS 129A  

N9 CG.HIS 129A  

 ND1.HIS 129A  

C8 CD2.HIS 129A  

 CE1.HIS 129A  

 CG.HIS 129A  

 ND1.HIS 129A  

 NE2.HIS 129A  

N7 CD2.HIS 129A  

 NE2.HIS 129A  

C5 CZ.ARG 68A  

 NH2.ARG 68A  

 CD2.HIS 129A  

C6 CZ.ARG 68A  

 NE.ARG 68A  

 NH2.ARG 68A  

 ND2.ASN 70A  

 OD1.ASN 70A  

 CB.ALA 110A  

N6 OD1.ASN 70A  

 SG.CYS 62A  

 CB.ARG 68A  

 CG.ARG 68A  

 CZ.ARG 68A  

 NE.ARG 68A  

 CG.ASN 70A  

N1 ND2.ASN 70A  

 NH2.ARG 68A  

 CG.ASN 70A  

 OD1.ASN 70A  

 CB.ALA 110A  

 

C2 NH2.ARG 68A  

 ND2.ASN 70A  

 CG2.VAL 128A  

E
D

N
 

A3P 

Adenosine-3'-5'-

diphosphate 

 

1hi4 

C4 NH2.ARG 68A  
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Table S3: List of selected structure complexes of nucleotide-type ligands with representative RNase A 

superfamily members. Residues involved in potential hydrogen –bonds and van der Waals interactions for 

each nucleotide building block are included, as calculated using the PDBe motif server. PB indicates peptide 

backbone interactions and PCA refers to pyroglutamic acid. 

 

Interaction block Protein 

Name 
Ligand Information 

 PDB 

Code Pyr base Pur base Ribose Phosphate 

O
n

co
n

a
se

 

(R
a

n
a

 p
ip

ie
n

s)
 

DU DG DA 

d(AUGA) 

 2i5s 

T35 

F98 

PCA1 (PB) 

E91 

T89 

H97 

 K9 

H10 

F98 (PB) 

K31 

R
C

- 
R

N
a

se
 6

 

(R
a

n
a

 c
a

te
sb

e
ia

n
a

, 
B

u
ll

fr
o

g
) 

CG2 

 

Cytidil-2’,5’-

phosphoguanosine 

 

1oj1 

 H10 

N34 (PB) 

T35 

F98 

N69 

A99 (PB) 

G100 (PB) 

V101 (PB) 

Q67 

 

CPA 

2'-deoxycytidine-2'-

deoxyadenosine-

3',5'-monophos-

phate 

 

1r5c 

T45 

V43 

N44 (PB) 

F120 

 

C65 

N67 

N71 

A109 

V118 

H119 

H12 

K41 

Q11 

H12 

H119 

F120 (PB) 

U3P 

Uridine-3’-

monophosphate 
 

1n3z 

N44 (PB) 

T45 

F120 

D121 (PB) 

 H12 

K41 

Q11 

K41 

H119 

F120 (PB) 

UPA 

Uridylyl-2’,5’-

phosphoadenosine 

 

 

11ba 

H12 

V43 (PB) 

N44 (PB) 

T45 

F120 

 

C65 

N67 

Q69 

N71 

A109 

V118 

H119 

H119 H12 

Q11 

K41 

H119 

F120 (PB) 

 B
o

v
in

e
 S

e
m

in
a

l 
R

N
a

se
  

(B
o

s 
T

a
u

ru
s)

 

CPA 

2'-deoxycytidine-2'-

deoxyadenosine-

3',5'-monophos-

phate 

 

1tq9 

H12 

N44 (PB) 

T45 

F120 

C65 

Q69 

N71 

A109 

V118 

H119 

H12 

K41 

V43 (PB) 

F120 (PB) 

K7 

Q11 

H12 

K41 

F120 (PB) 

XXX



U2P 

Uridine 2'-

phosphate 

3djo 

T45 

N44 (PB) 

F120 

 K41 

V43 (PB) 

K66 

H119 

F120 (PB) 

D121 (PB) 

 

Q11 

H12 

K41 

K66 

R85 

H119 

UDP 

Uridine 5'-

diphosphate  

3djq 

V43 

N44 (PB) 

T45 

F120 

 H12 

K41 

V43 (PB) 

H119 

 

 
 

XXXI



Table S4. List of selected structure complexes of nucleotide-type ligands with representative members of 

the microbial RNases superfamily. Residues involved in potential hydrogen –bonds and van der Waals 

interactions for each nucleotide building block are included, as calculated using the PDBe motif server. PB 

indicates peptide backbone interactions. 

 

Interaction block Protein 

Name 
Ligand Information 

 PDB 

Code Pur base Ribose Phosphate 

GPG 
Guanylyl-2,5’phosphoguanosine 

 

 

2rnt 

K41 (PB) 

Y42 

N43 

Y45 

E46 

H92 

N98 (PB) 

F100 

H40 

E58 

R77 

H92 

N98 

N36 

Y38 

E58 

R77 

H92 

F100 

1i0v 

H40 

K41 (PB) 

Y42 

N43 

N44 (PB) 

Y45 

E46 

E58 

F100 

H40 

N98 

Y38 

H40 

E58 

R77 

H92 

F100 

1i0x 

K41 (PB) 

Y42 

N43 

N44 (PB) 

Y45 

E46 

P73 

G74 

R77 

N98 (PB) 

F100 

H40 

N98 

N36 

Y38 

H40 

E58 

R77 

H92 

N98 

F100 

1bvi 

K41 (PB) 

Y42 

N43 (PB) 

N44 (PB) 

Y45 

E46 

S72 

P73 

N98 

N99 

F100 

N36 (PB) 

H40 

N98 

Y38 

H40 

Y45 

E58 

R77 

H92 

N98 

F100 

R
N

a
se

  
T

1
 

(A
sp

e
rg

il
lu

s 
o

ry
za

e
) 

2GP 
 Guanosine 2’-monophosphate 

 

2bu4 

K41 (PB) 

Y42 

N43 

N44 (PB) 

Y45 

E46 

E58 

N98 (PB) 

N99 

F100 

K40 

E58 

Y38 

K40 

E58 

R77 

H92 

F100 

XXXII



1rnt 

H40 

K41 (PB) 

Y42 

N43 

N44 (PB) 

Y45 

E46 

N98 

(PB) 

F100  

N98 Y38 

H40 

E58 

H92 

F100 

1rgc 

K41 (PB) 

Y42 

N43 (PB) 

N44 

Y45 

E46 

N98 (PB) 

N99 (PB) 

F100 

H40 

E58 

N98 

R38 

E58 

R77 

H92 

F100 

1rls 

K41 (PB) 

Y42 

N43 

N44 

Y45 

E46 

N98 (PB) 

F100 

H40 

E58 

N98 (PB) 

Y38 

E58 

R77 

H92 

F100 

3GP 

Guanosine 3’-monophosphate 

 

 
 

1rga 

K41 (PB) 

Y42 

N43 

N44  

Y45 

E46 

N98 (PB) 

F100 

N36 

H40 

E58 

N98 

 

N36 

Y38 

R77 

H92 

5GP 
Guanosine 5’-

monophos-

phate 

 

1rga 

A75 

H92 

N98 

S72 

P73 

R77 

H92 

 

PGP 
Guanosine-

3',5'-

diphosphate 
 

5rnt 

K41 (PB) 

Y42 

N43 

N44 (PB) 

Y45 

N98 (PB) 

F100 

H40 

E58 

T45 

SGP 
Guanosine- 

2',3'-

cyclophospho-

rothioate 

 

 
 

1gsp 

K41 (PB) 

Y42 

N43 

N44 (PB) 

Y45 

E46 

N98 (PB) 

F100 

H40 

E58
 

N98 

Y38 

E58 

R77 

H92 

F100 

XXXIII



2AM 
2'-Adenosine 

monophos-

phate 

6rnt 

A75 

R77 

H92 

N36 

H92 

Y38 

H40 

E58 

R77 

H92 

F100 

R
N

a
se

 F
1

 

(F
u

sa
ri

u
m

 

m
o

n
il

if
o

rm
e

) 

 

2GP 

Guanosine 2’-

monophos-

phate 

 

 
 

1fut 

T41 (PB) 

Y42 

N43 (PB) 

N44 (PB) 

Y45 

E46 

N98 (PB) 

F100 

H40 

E58 

N98 (PB) 

Y38 

H40 

E58 

3agn 

Y43 

Y44 

E46 

E49 

F110 

H41 

E62 

D108 

Y39 

H41 

E62 

R85 

H101 

F110 

3AM 

3'-Adenosine monophosphate 

 

 

3ago 

E46 

E49 

F110 

H41 

E62 

D108 

Y39 

H41 

E62 

R85 

H101 

R
N

a
se

 U
2

  

(U
st

il
a

g
o

 s
p

h
a

e
ro

g
e

n
a

) 

2AM 

2'-adenosine 

monophos-

phate 

3ahw 

P81 

P83 (PB) 

H101 

H101 Y39 

H41 

E62 

R85 

H101 

F110 

3GP 

Guanosine 3’-

monophos-

phate 

 

2sar 

F37 

Q38 

N39 (PB) 

R40 

E41 

Y86 

N32 

E54 

Y86 

N32 

R65 

R69 

H85 

Y86 

1rge 

 

F37 

Q38 

R40 (PB) 

E41 

Y86 

H85 E54 

R65 

R69 

Y86 

2GP 
 Guanosine 2’-monophosphate 

 

 

1gmr 

F37 

Q38 

N39 (PB) 
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Figure S1: Graphical representation of interactions between aminoacids and nitrogenous bases, ribose and phosphate group. Bars represent hydrogen bond (white) 

interactions, van der Waals forces (grey) and the sum of both (black). Only aminoacids with significance over 80% and have been considered. The amount of protein 

structures and complexes where these interactions have been found are, respectively, 2735 and 14483 for Adenine (ADE), 18 and 161 for Guanine (GUN), 450 and 2526 for 

Uracil (URA), 254 and 1748 for Ribose (RIB) and 1393 and 7285 for Phosphate (PO4). Due to the poor amount of data for Cytosine (CYT), no further studies have been 

considered for this base. 
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Figure S2: Graphic representation of hydrogen bond interactions for selected nucleotides with the best amino acids binders. Nucleotide-type ligands have been selected 

according to statistical significance criteria. Structures and complexes where these interactions were found are: 1386/22325 for AMP-Arg; 105/682 for AMP-Lys; 85/932 for 

AMP-His; 69/111 for AMP-Glu; 151/1385 for AMP-Ser; 1194/14064 for ADP-Lys; 378/3856 for ADP-Thr; 1668/23265 for ADP-Ser; 155/302 for ADP-Asn; 170/310 for ADP-

Asp; 264/3194 for ATP-Lys; 255/3588 for ATP-Ser; 232/3401 for ATP-Arg; 197/1707 for ATP-Thr; 143/304 for ATP-Asp and 127/246 for ATP-Glu.  
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Figure S3: Graphical representation of interactions between amino acids and phosphate (PO4), ribose (RIB) and nitrogenous bases (ADE: adenine, GUN: guanine, URA: 

uracil). Bars represent hydrogen bond (white) interactions, van der Waals forces (grey) and the sum of both (black). Only the most significant amino acids (values over 80%), 

with highest total interaction percentage and interacting to all structures have been considered. For statistical data comprising many interaction values, a cut-off limit of 

only the 40 highest total significance value has been taken. Structures and complexes for which these interactions (PO4, RIB, ADE, GUN and URA) can be found are, 

respectively, 2942/45850 for PO4-ARG, 2598/29728 for PO4-LYS, 1497/14185 for PO4-HIS, 3339/51107 for PO4-SER, 1370/11676 for PO4-ASP, 2184/24546 for PO4-THR, 

984/7141 for PO4-GLU; 129/1151 for RIB-ASP, 115/736 for RIB-GLU, 115/734 for RIB-ARG, 77/430 for RIB-ASN, 78/445 for RIB-HIS; 981/11194 for ADE-ARG, 923/5135 for 

ADE-ASP, 848/5090 for ADE-THR; 112/1149 for GUN-GLU, 346/3989 for GUN-ASP, 137/1495 for GUN-ARG, 359/2393 for GUN-SER; 174/1677 for URA-ARG, 157/1416 for 

URA-ASN and 139/1321 for URA-GLN. 
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Abstract 
Human ribonuclease 6 (RNase k6) is a basic secretory protein that belongs 
to the ribonuclease A (EC 3.1.27.5) superfamily. Its expression and 
induction in neutrophils and monocytes has suggested a role in host 
defence. A crystal structure of this protein has been obtained at a 
resolution of 1.72 Å, being the first report for the protein 3D structure and 
thereby setting the basis for structural and functional studies. The structure 
was solved by molecular replacement using the NMR structure of human 
RNase 7, its closest homologue, sharing a 55% of sequence identity. 
Comparative analyses with nucleotide analogue complexes of other 
members of the RNase A superfamily have been applied to understand the 
RNase 6 substrate subsite base selectivity. The presence of sulphate 
anions enables additional understanding of the protein ligand recognition 
sites and binding interaction mode, with potential applications in the design 
of nucleotide-type inhibitors or other types of drugs. 

 
 
 
 
 
 
 
 
 
 
 
 
 
Keywords: Crystal structure, human RNase 6, RNase k6, RNase A 
superfamily, sulphate anion 
 
Chemical compounds studied in this article: Sulphate (PubChem CID: 
1117) 
 
Abbreviations: XRD: X-ray diffraction 

Specifications Table 
Subject area Biochemistry 
More specific subject area Protein Crystallography 
Type of data X-ray diffraction data, coordinates file 
How data was acquired X-ray diffraction. Protein crystal was 

diffracted at 100K using a λXRD = 0.9795 Å 
and a Pilatus 6M detector (Dectris®, 
Switzerland). 800 images were taken at texp 

= 0.2 s, ∆φ = 0.2°. 
Data format Structure factor amplitudes file (MTZ format) 

and atomic coordinate file (PDB format) 
Experimental factors Recombinant human RNase 6 was 

resuspended at 10 mg/mL in 20 mM sodium 
cacodylate pH 5.0. Crystals were grown by 
vapour diffusion using a crystallization buffer 
of 2.0 M (NH4)2SO4, 0.1 M sodium 
cacodylate pH 6.5 and 50 mM NaCl. One 
microlitre of the sample was mixed with an 
equal volume of the reservoir solution. Cubic 
shaped crystals appeared after 10 days of 
incubation at 20 °C and were soaked in the 
cryoprotectant solution prior to X-ray 
exposure. 

Experimental features The crystal diffracted at 1.72 Å. The RNase 
6 3D structure was solved using RNase 7 as 
a model.  

Data source location Beamline BL13 (XALOC), ALBA 
Synchrotron Light Facility, Cerdanyola del 
Vallès, Spain 

Data accessibility Structure coordinate file has been deposited 
at the Protein Data Bank (PDB code 4X09).  

 
Value of the data 
• First reported 3D structure of human RNase 6. 
• The polypeptide chain interacts with two sulphate anions, which 

facilitates further structural studies of the protein substrate binding 
mode or other potential ligand recognition sites. 

• Analysis of RNase 6 3D structure would assist the understanding of the 
protein antimicrobial mechanism of action. 

 
Experimental Design, Materials and Methods 
A plasmid containing the gene of recombinant human RNase 6 was 
transformed in a prokaryote expression system. The cDNA encoding 
RNase6 sequence was a kind gift provided by Dr. Helene Rosenberg 
(National Institute of Health, Bethesda, MD, USA). The gene was 
subcloned in plasmid pET11c for prokaryote high yield expression. E. coli 
cells –BL21(DE3) strain– were transformed with the pET11c/RNase 6 
plasmis. The expressed protein was purified by a modification of the 
described expression procedure (Boix et al., 1999), using 100mM TRIS-
HCl buffer, pH 7.0-7.5, for refolding and cationic exchange purification. An 
additional reverse phase chromatography was applied and the purified 
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protein was checked by MALDI-TOF spectrometry. (Boix et al., 2012a). A 
sample was lyophilised and resuspended at 10 mg/mL in 20 mM sodium 
cacodylate pH 5.0 and equilibrated against 2.0 M (NH4)2SO4, 0.1 M sodium 
cacodylate pH 6.5 and 50 mM NaCl. One microlitre of the sample was 
mixed with an equal volume of the reservoir solution and set to incubation 
at 20 °C. After 5 to 10 days, cubic shaped crystals  appeared and were 
soaked using 15% glycerol as cryofreezing agent. Data were captured at 
100K using a λXRD = 0.9795 Å at the BL13(XALOC) beamline of the ALBA 
Synchrotron Light Facility (Cerdanyola del Vallès, Spain). For data 
processing, the EDNA platform (Incardona et al., 2009) was used to predict 
crystal symmetry and unit cell parameters and XDS (Kabsch, 2010) was 
used for data indexing and scaling. The PHENIX software (Adams et al., 
2010) was further utilised for model phasing by means of molecular 
replacement (McCoy et al., 2007) using the RNase 7 NMR structure (PDB 
coordinate file 2HKY (Huang et al., 2007)) as a model. Iterative cycles of 
refinement and manual structure fitting were performed with PHENIX 
(Adams et al., 2010) and COOT (Emsley and Cowtan, 2004) until Rfree 
could not be further improved (Brunger, 1992). Finally, the stereochemistry 
of the structure was validated with SFCHECK (Vaguine et al., 1999) and 
WHATCHECK (Hooft et al., 1996). Table 1 shows all the data collection 
and structure refinement statistics. 
 
 
 
 

 
 

Table 1:  Structure refinement parameters of the RNase 6 crystal. 
Data collection  Refinement  

Space group P212121 Resolution range (Å) 48.98 – 1.72 
Unit cell  Rcryst

 c / Rfree
d (%) 20.85 / 25.54 

a, b, c (Å) 27.73 38.86 
97.97 

Number of protein atoms 1049 

α, β, γ (°) 
90.0 90.0 

90.0 Number of water molecules 164 

No. of molecules in the 
asymmetric unit 1 Number of anions  

(sulphate) 2 

Resolution (Å) 1.72 Rms deviation from ideal geometry 
No. of total reflections 22981 Bond lengths (Å) 0.009 
No. of unique reflections 11717 Bond angles (deg) 1.345 
Rmerge 

a, b (%) 2.8 (23.4) B factors of protein atoms (Å2)  
I/σΙ 

b 13.0 (2.4) All 28.60 
Completess for range b (%) 99.2 (99.0) Main chain 25.90 
Wilson B factor (Å2) 21.98 Side chain 31.13 
Matthews coefficient (Å3/Da) 1.80 B factors of sulphate anions (Å2) 40.95 
Solvent content (%) 31.71 B factors of water molecules (Å2) 40.43 
a Rmerge= Σhkl Σj-1 to N|Ihkl-Ihkl(j)|/ Σhkl Σj-1 to N Ihkl(j), where N is the redundancy of the data. 
b Outermost shell is 1.78-1.72 Å. 
c Rcrystal= Σh|Fo-Fc|/ΣhFo, where Fo and Fc are the observed and calculated structure factor 

amplitudes of reflection h, respectively.  
d  Rfree is equal to Rcryst for a randomly selected 5% subset of reflections not used in the 

refinement. 

Analysis of the RNase 6 three-dimensional structure 
Human RNase 6 is a small cationic protein that belongs to the pancreatic 
ribonuclease (RNase A) superfamily. It is expressed in neutrophils and 
monocytes (Rosenberg and Dyer, 1996). Recent findings describe suggest 
that RNase 6 antimicrobial activity protects the urinary tract from infection 
(Becknell et al., 2015). Here we present its first 3D structure, which may 
contribute to understand the biological properties of the protein 
 
Overall features: The unit cell belongs to the space group P212121, with one 
protein molecule in the asymmetric unit. The RNase 6 three-dimensional 
structure complies the RNase A superfamily overall conformation, with a 
kidney shaped structure formed by 7 β-strands and 3 α-helices as listed in 
Figure 1 and Table 2. 
 
 

 

 

 

 

 

 

 

 

 

 

Figure 1: Top, comparison of the blast alignment of RNase 6 and RNase 7 primary 
sequences. Secondary structure of RNase 6 is depicted. Strictly conserved 
residues are boxed in red and conserved residues, as calculated by a similarity 
score, are boxed in white. Cysteine pairings for disulphide bridges are numbered 
below. The figure was created using the ESPript software (Gouet et al., 1999). 
Bottom, overlay of the backbone structures of RNase 6 (yellow) and RNase 7 
(blue, PDB ID: 2HKY (Huang et al., 2007)). Loops L1, L2 and L8 are indicated, too, 
showing the higher divergence between the two structures. 

Loop residues Trp1-Lys3, Gln17-Leu21, Lys63-Arg66, Gly86-Gln90 and 
Pro108-Ser112 were partially disordered. In particular, practically no 
electron density was visualised for residues Pro2, Lys3, Gln17, Leu21, 
Gly86 and Lys87, which could not be not properly modelled. Alternate side 
chain conformations were modelled for Arg4, Ser59, Arg92 and Lys111. 
Arg4, the RNase A counterpart of Glu2 in RNase A, cannot provide the 
corresponding Glu···Arg salt bridge observed in RNase A, which stabilises 

L8 
 L2 

L1 
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the α1 helix (Chatani and Hayashi, 2001; Rico et al., 1984). The high 
motion values of some RNase 7 loop residues are also observed in the 
RNase 6 structure, particularly in loops L1, L2 and L8 (see Figure 1), where 
4% of the residues are disordered and could not be modelled properly.  

 

 

 

 

 

 

 

Crystal packing: Residues involved in crystal packing were analysed by the 
PISA web server (Krissinel and Henrick, 2007). The intermolecular 
contacts are illustrated in Figure 2 and listed in Table 3. Interactions are 
found mostly between β3, β4, β5 and β7 strand residues (Gln71, Arg82, 
Ala97-Tyr99, Ser125, Ile126) and loop residues. No packing contacts are 
seen in the environment of the active site, therefore enabling further 
substrate analogue studies. 
 
Active site: Active site architecture is conserved with respect to RNase A. 
Residues His15, Lys38 and His122 (His12, Lys41 and His119 RNase A 
counterparts) build the active site groove, with His122 adopting the so-
called inactive orientation (Borkakoti, 1983), a conformation reported to be 
favoured in aqueous ionic salt solutions (Berisio et al., 1999). The 
imidazole ring of RNase 6 His122 shows a related rotation of χ1~137° and 
χ2~127°. The other ring orientation ( active) is found predominant in other 
ribonuclease crystal structures 1RPG (Zegers et al., 1994) (deMel et al., 
1992). The potential active orientation of this histidine ring would be also 
influenced by the interaction with the vicinal Asp124 residue, whose 
interaction would account for the correct His122 tautomer in catalysis 
(Schultz et al., 1998). Interestingly, the inactive histidine orientation would 
be hindered upon presence of a purine base at the B2 subsite (Zegers et 
al., 1994).  
 
 
 
 
 
 
 
 
 

Table 2:  RNase 6 secondary structure elements. 
loop residues helix residues strand residues 

L1 W1 – T6 α1 K7 – H15 β1 Q40 – L44 
L2 I16 – Q22 α2 C23 – T34 β2 S59 – I60 
L3 Q35 – H39 α3 F48 – D56 β3 C69 – Q71 
L4 H45 – S47   β4 V76 – S85 
L5 L57 – L58   β5 R92 – K100 
L6 V61 – N68   β6 F102 – D107 
L7 S72 – P75   β7 V119 – I126 
L8 G86 – C91     
L9 P108– L118     

 
 
 
 
 
 
 
 
  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 

Figure 2: Graphic representation (middle, right) of the loops 
(yellow), β-strands (red) and α-helices (blue) of the RNase 6 
3D structure. Interacting residues and intermolecular 
interactions are listed in Tables 2 and 3, respectively, the latter 
depicted in ball and sticks. These are detailed as zoomed 
images, in which the corresponding symmetry-related protein 
molecule interacting residues have been labelled in italics and 
represented in dark. Interactions have been drawn in green. 

 

β5 

Ala97-

β4 Arg82 

β3 

Gln71 

β7 Ser125-Ile126 

L9 Lys117 

L6 Lys63 

Ser19 

Tyr99 

Gln71 

Asn32 

Tyr88 

Arg82 

Glu12 

Ser112 

Asp113  

Lys117 
Lys3  

Gln49 

Gln98 
Tyr116 

Ala97 

Ile126 

Ser125 

Lys117 

Pro11

Tyr116  

Lys63 

XLV



 

 
Sulphate binding sites: Two sulphate ions were located in the solved 
protein structure (see Figure 3) Interactions with nearby residues are listed 
in Table 4 and illustrated in Figure 3. S1 corresponds to the active site of 
the enzyme and has also been identified in substrate analogue complexes 
of RNase A (Bell, 1999; Berisio et al., 2002; Fedorov et al., 1996; Mueller-
Dieckmann et al., 2007; Zegers et al., 1994), EDN/RNase 2 (Leonidas et 
al., 2001; Mosimann et al., 1996), ECP/RNase 3 (Boix et al., 2012a) and 
angiogenin/RNase 5 (Holloway et al., 2005). On the other hand, the second 
sulphate binding site (S2) has not been reported in any other superfamily 
member so far. Interestingly, docking studies have predicted potential 
interactions of RNase 6 residue Arg66 with heparin sulphate and 
nucleotide phosphate moieties of ligand analogues (Boix et al., 2012b). 
Comparative studies with other family member complexes with substrate 
analogue or heparin derivatives (Fontecilla-Camps et al., 1994) (Garcia-
Mayoral et al., 2013) suggest that this site may represent a distinct anion 
interaction subsite. Further work is envisaged to identify putative related 
RNase 6 biological properties.  

Table 3: Intermolecular packing interactions between symmetry related 
molecules in the RNase 6 crystal. Only hydrogen bond interactions are included, 
taking a cut-off of 3.4 Å as a reference, as calculated by the PDBePISA server 
(Krissinel and Henrick, 2007). 

symmetry 
operation 

crystal molecule 
interacting atom 

symmetry related 
molecule interacting atom  

distance 
(Å) 

Arg82 Nε Glu12 Oε1  3.32  
Arg82 Nη1 Ser112 O  3.30  
Arg82 Nη2 Asp113 Oδ1  3.12  
Ile126 N Pro115 O  3.10  
Lys63 Nζ Tyr116 O  3.27  
Ala97 O Gln49 Nε2  2.90  
Gln98 Oε1 Tyr116 Oη   2.47  

x-1, y, z 

Ser125 Oγ Lys117 Nζ  3.03  
x-½, -y-½, -z Tyr99 N Ser19 Oγ 2.73 

Gln71 Nε2 Asn32 Oδ1 3.11 
x, y-1, z 

Gln71 Oε1 Tyr88 Oη 2.86 
-x+1, y-½, -z-½ Lys117 O Lys3 Nζ 2.81 

Table 4:  Atomic interactions between sulphate anions and RNase 6 residues. 
Potential hydrogen bond distances have been considered using a cut-off 
distance of 3.4 Å.  

sulphate interaction 
site and atom 

interacting protein atom distance (Å) 

S1 O1 His122 Nδ1 2.73 
 O3 

 
His15 Nε2 
Leu123 N 

2.98 
2.73 

 O4 
 

Gln14 Oε1  
His15 Nε2 

3.30 
3.26 

S2 O3 Arg66 Nε 2.89 
  His67 N 3.16 

 
 

 

 

 

 

 

 

 

 

Figure 3:  Representation of sulphate anions S1 and S2. Each anion has been 
depicted together with its own |2Fo-Fc| (blue) and |Fo-Fc| (magenta) electron density 
maps at 1.5σ and 5σ, respectively. Interactions with nearby residues (see Table 4) 
and water molecules (red crosses) have been represented in purple lines. 
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2.1. Structure of the RNase A double mutant (RNase A/H7H10) in complex with  
3’-CMP at 2.10 Å  
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1 Overall quality at a glance i

The reported resolution of this entry is 2.10 Å.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric
Whole archive

(#Entries)
Similar resolution

(#Entries, resolution range(Å))

Rfree 66092 3012 (2.10-2.10)
Clashscore 79885 3649 (2.10-2.10)

Ramachandran outliers 78287 3610 (2.10-2.10)
Sidechain outliers 78261 3611 (2.10-2.10)

RSRZ outliers 66119 3013 (2.10-2.10)

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the electron density. The red, orange, yellow and green segments on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.

Mol Chain Length Quality of chain

1 A 125
1 B 125
1 C 125
2 D 125

XLIX
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2 Entry composition i

There are 3 unique types of molecules in this entry. The entry contains 4338 atoms, of which 0
are hydrogen and 0 are deuterium.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2
atoms.

Molecule 1 is a protein.

Mol Chain Residues Atoms ZeroOcc AltConf Trace

1 A 125
Total C N O P S
972 584 174 201 1 12

0 0 0

1 B 125
Total C N O P S
972 584 174 201 1 12

0 0 0

1 C 125
Total C N O P S
972 584 174 201 1 12

0 0 0

Molecule 2 is a protein.

Mol Chain Residues Atoms ZeroOcc AltConf Trace

2 D 125
Total C N O P S
971 584 174 200 1 12

0 0 0

Molecule 3 is water.

Mol Chain Residues Atoms ZeroOcc AltConf

3 F 451
Total O
451 451

0 0
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3 Residue-property plots i

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one
outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates
a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
any outlier are shown as a green connector. Residues present in the sample, but not in the model,
are shown in grey.
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4 Data and refinement statistics i
 

Property Value Source

Space group C 1 2 1 Depositor

Cell constants
a, b, c, α, β, γ

160.37Å 32.28Å 106.96Å
90.00◦ 125.71◦ 90.00◦

Depositor

Resolution (Å)
29.12 – 2.10
29.12 – 2.10

Depositor
EDS

% Data completeness
(in resolution range)

99.1 (29.12-2.10)
99.1 (29.12-2.10)

Depositor
EDS

Rmerge (Not available) Depositor
Rsym (Not available) Depositor

< I/σ(I) > - Xtriage
Refinement program PHENIX (phenix.refine: 1.8.4 1496) Depositor

R, Rfree

0.224 , 0.310
0.227 , 0.315

Depositor
DCC

Rfree test set 1333 reflections (5.31%) DCC

Wilson B-factor (Å2) (Not available) Xtriage
Anisotropy (Not available) Xtriage

Bulk solvent ksol(e/Å3), Bsol(Å
2) 0.33 , 39.0 EDS

Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning < |L| > = (Not available), < L2 > = (Not available) Xtriage

Outliers (Not available) Xtriage
Fo,Fc correlation 0.94 EDS

Total number of atoms 4338 wwPDB-VP

Average B, all atoms (Å2) 32.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: (Not available)
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5 Model quality i
 

5.1 Standard geometry i
 

Bond lengths and bond angles in the following residue types are not validated in this section:
C3P

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z| > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

Mol Chain
Bond lengths Bond angles

RMSZ #|Z| >5 RMSZ #|Z| >5

1 A 0.44 0/969 0.60 0/1309
1 B 0.45 0/969 0.59 0/1309
1 C 0.40 0/969 0.58 0/1309
2 D 0.42 0/968 0.56 0/1308

All All 0.43 0/3875 0.58 0/5235

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying
if the center is modelled as a planar moiety or with the opposite hand. A planarity outlier is
detected by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms
of a sidechain that are expected to be planar.

Mol Chain #Chirality outliers #Planarity outliers

1 A 4 0
1 B 3 0
1 C 4 0
2 D 4 0

All All 15 0

There are no bond length outliers.

There are no bond angle outliers.

All (15) chirality outliers are listed below:

Mol Chain Res Type Atom

1 A 500 C3P C2’,C4’,C1’,C3’
1 B 500 C3P C2’,C4’,C3’
1 C 500 C3P C2’,C4’,C1’,C3’
2 D 500 C3P C2’,C4’,C1’,C3’

There are no planarity outliers.
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5.2 Close contacts i
 

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the
Clashes column.

Mol Chain Non-H H(model) H(added) Clashes Symm-Clashes

1 A 972 0 901 33 0
1 B 972 0 901 15 1
1 C 972 0 901 44 1
2 D 971 0 901 9 0
3 F 451 0 0 44 0

All All 4338 0 3604 99 1

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 13.

All (99) close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(Å) Clash(Å)

1:C:84:CYS:SG 3:F:420:HOH:O 2.24 0.94
1:C:48:HIS:HE2 1:C:82:THR:HG1 1.16 0.89

2:D:500:C3P:O3P 3:F:9:HOH:O 1.90 0.89
1:C:90:SER:HA 1:C:96:ALA:H 1.41 0.86
1:C:83:ASP:OD2 1:C:85:ARG:NE 2.10 0.85
1:C:26:CYS:SG 3:F:370:HOH:O 2.42 0.77
1:A:1:LYS:HG3 1:A:2:GLU:H 1.55 0.71

1:C:100:THR:OG1 3:F:279:HOH:O 2.06 0.71
1:B:47:VAL:HB 3:F:156:HOH:O 1.89 0.71
1:A:23:SER:O 3:F:253:HOH:O 2.09 0.69

1:A:16:SER:OG 3:F:333:HOH:O 2.14 0.66
1:A:105:HIS:ND1 3:F:155:HOH:O 2.28 0.66
1:C:20:ALA:O 3:F:382:HOH:O 2.13 0.66
1:A:91:LYS:NZ 3:F:335:HOH:O 2.29 0.65

1:A:78:THR:HG22 3:F:155:HOH:O 1.96 0.64
1:A:33:ARG:HB3 3:F:235:HOH:O 1.98 0.64
1:C:91:LYS:NZ 3:F:368:HOH:O 2.26 0.63
1:C:26:CYS:N 3:F:370:HOH:O 2.30 0.63

1:B:9:GLU:OE1 3:F:122:HOH:O 2.16 0.62
1:A:28:GLN:HE22 1:C:24:ASN:HD21 1.48 0.61
1:C:98:LYS:HG3 3:F:279:HOH:O 2.02 0.60

2:D:87:THR:HG22 2:D:89:SER:H 1.66 0.60
Continued on next page...
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Continued from previous page...

Atom-1 Atom-2 Distance(Å) Clash(Å)

1:C:85:ARG:N 3:F:381:HOH:O 2.35 0.60
1:C:90:SER:HA 1:C:96:ALA:N 2.16 0.59
1:C:41:LYS:HD3 1:C:44:ASN:HB2 1.84 0.59
1:C:97:TYR:OH 3:F:371:HOH:O 2.17 0.57
1:C:29:MET:HG2 3:F:435:HOH:O 2.04 0.57

1:A:105:HIS:N 3:F:155:HOH:O 2.36 0.57
1:B:1:LYS:N 1:B:2:GLU:HA 2.19 0.57

1:C:14:ASP:OD2 1:C:25:TYR:OH 2.21 0.57
1:A:97:TYR:HB3 3:F:260:HOH:O 2.04 0.56

1:C:98:LYS:N 3:F:381:HOH:O 2.39 0.55
1:A:1:LYS:HG3 1:A:2:GLU:N 2.21 0.55
1:C:40:CYS:SG 1:C:92:TYR:HB2 2.47 0.55
1:C:38:ASP:HB3 3:F:244:HOH:O 2.08 0.54
1:C:9:GLU:OE1 3:F:321:HOH:O 2.18 0.53
1:C:25:TYR:HD2 3:F:370:HOH:O 1.92 0.53
1:A:20:ALA:O 1:A:21:SER:HB2 2.09 0.53
1:B:12:HIS:CE1 1:B:500:C3P:O2’ 2.63 0.52
1:B:66:LYS:HD3 3:F:82:HOH:O 2.09 0.52
1:C:12:HIS:CE1 1:C:500:C3P:O2’ 2.63 0.51
1:A:20:ALA:O 3:F:210:HOH:O 2.19 0.51
1:A:85:ARG:O 3:F:13:HOH:O 2.19 0.51
1:A:21:SER:HA 1:A:22:SER:C 2.32 0.50
1:A:88:GLY:HA2 3:F:377:HOH:O 2.12 0.50

2:D:45:THR:HG21 2:D:120:PHE:CZ 2.47 0.50
1:A:114:PRO:HD2 3:F:284:HOH:O 2.10 0.50
1:C:22:SER:OG 3:F:227:HOH:O 2.19 0.50
1:C:89:SER:OG 1:C:90:SER:N 2.44 0.50
1:A:22:SER:C 1:A:24:ASN:H 2.14 0.49

1:C:67:ASN:ND2 1:C:69:GLN:OE1 2.42 0.49
1:B:98:LYS:HE2 3:F:307:HOH:O 2.12 0.48

2:D:87:THR:HG22 2:D:89:SER:N 2.29 0.48
1:A:104:LYS:HD3 3:F:139:HOH:O 2.13 0.48
1:A:78:THR:HA 3:F:155:HOH:O 2.14 0.48

1:C:87:THR:HG21 3:F:362:HOH:O 2.13 0.48
2:D:105:HIS:HB2 2:D:124:VAL:O 2.12 0.48

1:A:43:VAL:O 3:F:125:HOH:O 2.20 0.48
1:A:14:ASP:OD2 1:A:17:THR:HG22 2.14 0.48

1:B:118:VAL:HG23 1:B:119:HIS:CD2 2.49 0.48
1:C:20:ALA:HB2 1:C:82:THR:HG21 1.96 0.48
1:C:2:GLU:HG2 1:C:7:HIS:HB2 1.96 0.47
1:A:12:HIS:CE1 1:A:500:C3P:O2’ 2.68 0.47
1:A:21:SER:HA 1:A:22:SER:O 2.16 0.46

Continued on next page...
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Continued from previous page...

Atom-1 Atom-2 Distance(Å) Clash(Å)

1:B:66:LYS:HD2 1:B:66:LYS:HA 1.54 0.46
2:D:83:ASP:HA 3:F:61:HOH:O 2.17 0.45

2:D:86:GLU:HG3 2:D:90:SER:HB3 1.97 0.45
1:B:105:HIS:HB2 1:B:124:VAL:HG13 1.99 0.45
1:B:24:ASN:O 1:B:28:GLN:HG3 2.17 0.45
1:A:29:MET:O 1:A:33:ARG:HB2 2.17 0.45

1:B:81:ILE:HD11 1:B:104:LYS:HD3 1.98 0.45
1:A:25:TYR:OH 1:A:48:HIS:HE1 1.99 0.44
1:A:29:MET:HA 1:A:32:SER:OG 2.17 0.44
1:A:109:ALA:O 1:A:117:PRO:HA 2.17 0.44
1:C:92:TYR:CG 1:C:93:PRO:HA 2.53 0.44
1:C:27:ASN:OD1 1:C:97:TYR:N 2.48 0.44

1:C:38:ASP:N 3:F:169:HOH:O 2.50 0.44
1:C:92:TYR:CD2 1:C:93:PRO:HA 2.52 0.44
2:D:105:HIS:HB2 2:D:124:VAL:HG23 1.99 0.44

1:A:118:VAL:HG23 1:A:119:HIS:CD2 2.53 0.43
1:C:66:LYS:HE3 1:C:122:ALA:HB2 2.00 0.43
1:C:31:LYS:HA 1:C:36:THR:OG1 2.18 0.43

1:A:109:ALA:HB3 1:A:119:HIS:HB2 2.00 0.43
2:D:12:HIS:CE1 2:D:500:C3P:O2’ 2.71 0.43

1:A:28:GLN:HE22 1:C:24:ASN:ND2 2.16 0.42
1:A:37:LYS:HG3 1:A:38:ASP:OD1 2.19 0.42
1:B:500:C3P:H5’1 3:F:363:HOH:O 2.18 0.42
1:C:103:ASN:ND2 3:F:59:HOH:O 2.50 0.42
1:B:31:LYS:HG3 3:F:220:HOH:O 2.19 0.42

1:C:85:ARG:HH12 1:C:98:LYS:HG3 1.86 0.41
1:C:25:TYR:CZ 1:C:29:MET:HG3 2.55 0.41
1:C:19:ALA:O 3:F:437:HOH:O 2.22 0.41

1:A:10:HIS:CD2 3:F:235:HOH:O 2.74 0.41
1:C:14:ASP:O 1:C:48:HIS:HA 2.21 0.41

1:B:92:TYR:CD1 1:B:93:PRO:HA 2.56 0.41
1:C:12:HIS:HE1 1:C:500:C3P:O2’ 2.04 0.40
1:B:36:THR:HA 1:B:39:ARG:O 2.20 0.40
1:C:17:THR:HB 3:F:301:HOH:O 2.21 0.40
1:C:42:PRO:HA 1:C:86:GLU:HB3 2.04 0.40

All (1) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Atom-1 Atom-2 Distance(Å) Clash(Å)

1:B:77:SER:OG 1:C:68:GLY:O[4 647] 2.16 0.04
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5.3 Torsion angles

5.3.1 Protein backbone i
 

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution.

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol Chain Analysed Favoured Allowed Outliers Percentiles

1 A 122/125 (98%) 112 (92%) 6 (5%) 4 (3%) 6 1

1 B 122/125 (98%) 117 (96%) 5 (4%) 0 100 100

1 C 122/125 (98%) 109 (89%) 11 (9%) 2 (2%) 14 7

2 D 122/125 (98%) 117 (96%) 5 (4%) 0 100 100

All All 488/500 (98%) 455 (93%) 27 (6%) 6 (1%) 19 11

All (6) Ramachandran outliers are listed below:

Mol Chain Res Type

1 A 21 SER
1 C 89 SER
1 A 2 GLU
1 A 22 SER
1 A 19 ALA
1 C 91 LYS

5.3.2 Protein sidechains i
 

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all X-ray entries followed by that with respect to entries of
similar resolution. The Analysed column shows the number of residues for which the sidechain
conformation was analysed, and the total number of residues.

Mol Chain Analysed Rotameric Outliers Percentiles

1 A 109/109 (100%) 106 (97%) 3 (3%) 56 59

1 B 109/109 (100%) 107 (98%) 2 (2%) 71 75

1 C 109/109 (100%) 106 (97%) 3 (3%) 56 59

2 D 108/108 (100%) 106 (98%) 2 (2%) 69 73

All All 435/435 (100%) 425 (98%) 10 (2%) 63 66
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All (10) residues with a non-rotameric sidechain are listed below:

Mol Chain Res Type

1 A 1 LYS
1 A 29 MET
1 A 39 ARG
1 B 2 GLU
1 B 66 LYS
1 C 15 SER
1 C 86 GLU
1 C 89 SER
2 D 87 THR
2 D 124 VAL

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (3) such
sidechains are listed below:

Mol Chain Res Type

1 A 28 GLN
1 B 24 ASN
1 C 12 HIS

5.3.3 RNA i
 

There are no RNA chains in this entry.

5.4 Non-standard residues in protein, DNA, RNA chains i
 

There are no non-standard protein/DNA/RNA residues in this entry.

5.5 Carbohydrates i
 

There are no carbohydrates in this entry.

5.6 Ligand geometry i
 

There are no ligands in this entry.

5.7 Other polymers i
 

There are no such residues in this entry.
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5.8 Polymer linkage issues

There are no chain breaks in this entry.

LIV
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6 Fit of model and data i
 

6.1 Protein, DNA and RNA chains i
 

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95th percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9’ lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol Chain Analysed <RSRZ> #RSRZ>2 OWAB(Å2) Q<0.9

1 A 125/125 (100%) 0.23 5 (4%) 36 41 18, 30, 51, 61 0

1 B 125/125 (100%) 0.01 4 (3%) 45 50 19, 28, 44, 65 0

1 C 125/125 (100%) 0.32 7 (5%) 24 26 15, 31, 56, 70 1 (0%)

2 D 125/125 (100%) -0.19 0 100 100 17, 28, 38, 50 0

All All 500/500 (100%) 0.09 16 (3%) 45 50 15, 29, 51, 70 1 (0%)

All (16) RSRZ outliers are listed below:

Mol Chain Res Type RSRZ

1 B 2 GLU 3.6
1 C 1 LYS 3.4
1 A 22 SER 3.3
1 C 85 ARG 3.3
1 C 19 ALA 3.1
1 A 37 LYS 2.5
1 B 23 SER 2.5
1 A 34 ASN 2.4
1 C 22 SER 2.3
1 C 90 SER 2.3
1 C 92 TYR 2.3
1 A 21 SER 2.1
1 B 37 LYS 2.1
1 B 1 LYS 2.1
1 C 91 LYS 2.1
1 A 39 ARG 2.1

6.2 Non-standard residues in protein, DNA, RNA chains i
 

There are no non-standard protein/DNA/RNA residues in this entry.
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6.3 Carbohydrates i
 

There are no carbohydrates in this entry.

6.4 Ligands i
 

There are no ligands in this entry.

6.5 Other polymers i
 

There are no such residues in this entry.
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  Annex 

2.2. Structure of RNase A at high resolution in complex with 3-CMP at 1.16 Å (PDB ID: 
4U7R)  
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1 Overall quality at a glance i

The reported resolution of this entry is 1.16 Å.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric
Whole archive

(#Entries)
Similar resolution

(#Entries, resolution range(Å))

Rfree 66092 1042 (1.22-1.10)
Clashscore 79885 1154 (1.22-1.10)

Ramachandran outliers 78287 1097 (1.22-1.10)
Sidechain outliers 78261 1093 (1.22-1.10)

RSRZ outliers 66119 1042 (1.22-1.10)

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the electron density. The red, orange, yellow and green segments on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.

Mol Chain Length Quality of chain

1 A 124

The following table lists non-polymeric compounds that are outliers for geometric or electron-
density-fit criteria:

Mol Type Chain Res Geometry Electron density

2 SO4 B 2 - X
3 CL C 2 - X
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2 Entry composition i
 

There are 6 unique types of molecules in this entry. The entry contains 2302 atoms, of which 1007
are hydrogens and 0 are deuterium.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2
atoms.

 Molecule 1 is a protein.

Mol Chain Residues Atoms ZeroOcc AltConf Trace

1 A 124
Total C H N O S
2040 626 1007 184 210 13

0 19 0

 Molecule 2 is SULFATE ION (three-letter code: SO4) (formula: unknown).

Mol Chain Residues Atoms ZeroOcc AltConf

2 B 1
Total O S

5 4 1
0 0

2 B 1
Total O S

5 4 1
0 0

2 B 1
Total O S

5 4 1
0 0

 Molecule 3 is CHLORIDE ION (three-letter code: CL) (formula: unknown).

Mol Chain Residues Atoms ZeroOcc AltConf

3 C 1
Total Cl

1 1
0 0

3 C 1
Total Cl

1 1
0 0

3 C 1
Total Cl

1 1
0 0

3 C 1
Total Cl

1 1
0 0

 Molecule 4 is CYTIDINE-3’-MONOPHOSPHATE (three-letter code: C3P) (formula:
unknown).

Mol Chain Residues Atoms ZeroOcc AltConf

4 D 1
Total C N O P
21 9 3 8 1

0 0
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 Molecule 5 is SODIUM ION (three-letter code: NA) (formula: unknown).

Mol Chain Residues Atoms ZeroOcc AltConf

5 E 1
Total Na

1 1
0 0

 Molecule 6 is water.

Mol Chain Residues Atoms ZeroOcc AltConf

6 F 205
Total O
221 221

0 16

LVIII



Page 5 Preliminary Full wwPDB X-ray Structure Validation Report INPUT FILE 1

3 Residue-property plots i

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one
outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates
a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
any outlier are shown as a green connector. Residues present in the sample, but not in the model,
are shown in grey.
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4 Data and refinement statistics i

Property Value Source

Space group P 32 2 1 Depositor

Cell constants
a, b, c, α, β, γ

64.06Å 64.06Å 64.06Å
90.00◦ 90.00◦ 120.00◦

Depositor

Resolution (Å)
28.65 – 1.16
32.03 – 1.16

Depositor
EDS

% Data completeness
(in resolution range)

100.0 (28.65-1.16)
100.0 (32.03-1.16)

Depositor
EDS

Rmerge (Not available) Depositor
Rsym (Not available) Depositor

< I/σ(I) > 1 2.63 (at 1.16Å) Xtriage
Refinement program PHENIX (phenix.refine: 1.9 1692) Depositor

R, Rfree

0.144 , 0.172
0.145 , 0.173

Depositor
DCC

Rfree test set 2695 reflections (5.09%) DCC

Wilson B-factor (Å2) 14.5 Xtriage
Anisotropy 0.086 Xtriage

Bulk solvent ksol(e/Å3), Bsol(Å
2) 0.42 , 74.1 EDS

Estimated twinning fraction 0.034 for -h,-k,l Xtriage
L-test for twinning < |L| > = 0.47, < L2 > = 0.30 Xtriage

Outliers 0 of 52958 reflections Xtriage
Fo,Fc correlation 0.97 EDS

Total number of atoms 2302 wwPDB-VP

Average B, all atoms (Å2) 24.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 8.04% of the height of the origin peak. No significant pseudotranslation is detected.

1Intensities estimated from amplitudes.
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5 Model quality i
 

5.1 Standard geometry i
 

Bond lengths and bond angles in the following residue types are not validated in this section: NA,
CL, C3P, SO4

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z| > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

Mol Chain
Bond lengths Bond angles

RMSZ #|Z| >5 RMSZ #|Z| >5

1 A 0.42 0/1125 0.60 0/1515

There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no planarity outliers.

5.2 Close contacts i
 

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the
Clashes column.

Mol Chain Non-H H(model) H(added) Clashes Symm-Clashes

1 A 1033 1007 981 14 9
2 B 15 0 0 1 1
3 C 4 0 0 0 1
4 D 21 0 12 1 0
5 E 1 0 0 0 0
6 F 221 0 0 7 2

All All 1295 1007 993 16 10

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 8.

All (16) close contacts within the same asymmetric unit are listed below.
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Atom-1 Atom-2 Distance(Å) Clash(Å)

1:A:119[B]:HIS:ND1 4:D:1:C3P:O3P 2.17 0.78
1:A:104:LYS:HE3 1:A:104:LYS:HA 1.64 0.77
1:A:14:ASP:OD1 6:F:273:HOH:O 2.14 0.65

2:B:2:SO4:O1 6:F:296[B]:HOH:O 2.13 0.62
1:A:101[B]:GLN:NE2 6:F:112:HOH:O 2.15 0.62

1:A:103:ASN:O 1:A:104:LYS:HD2 2.01 0.60
1:A:41[B]:LYS:NZ 1:A:44:ASN:OD1 2.40 0.54
1:A:25:TYR:CZ 1:A:29[A]:MET:HG3 2.43 0.53
1:A:103:ASN:C 1:A:104:LYS:HD2 2.30 0.52
1:A:89:SER:O 1:A:89:SER:OG 2.30 0.49

1:A:29[B]:MET:HG3 1:A:46:PHE:CZ 2.52 0.44
1:A:69:GLN:NE2 6:F:92:HOH:O 2.51 0.43

1:A:113[B]:ASN:ND2 6:F:186:HOH:O 2.52 0.43
1:A:1[A]:LYS:NZ 6:F:87:HOH:O 2.48 0.42
1:A:43:VAL:HG22 1:A:85[B]:ARG:HG2 2.02 0.41

All (10) symmetry-related close contacts are listed below. The label for Atom-2 includes the
symmetry operator and encoded unit-cell translations to be applied.

Atom-1 Atom-2 Distance(Å) Clash(Å)

2:B:2:SO4:O4 6:F:296[B]:HOH:O[4 555] 2.13 0.07
1:A:16[B]:SER:HG 1:A:59[B]:SER:HG[2 654] 1.65 -0.05
1:A:66:LYS:HZ1 1:A:85[B]:ARG:HH12[4 555] 1.79 -0.19
1:A:104:LYS:HZ1 6:F:29[A]:HOH:O[4 555] 1.89 -0.29
1:A:16[B]:SER:OG 1:A:59[B]:SER:HG[2 654] 1.96 -0.36
1:A:16[B]:SER:HG 1:A:59[B]:SER:OG[2 654] 1.97 -0.37
1:A:1[B]:LYS:HB2 1:A:101[B]:GLN:HE21[6 654] 2.02 -0.42
1:A:66:LYS:HZ2 1:A:85[A]:ARG:HH22[4 555] 2.13 -0.53

1:A:16[B]:SER:HG 3:C:3:CL:CL[2 654] 2.17 -0.57
1:A:85[B]:ARG:HH12 1:A:121[B]:ASP:OD2[4 555] 2.17 -0.57

5.3 Torsion angles

5.3.1 Protein backbone i
 

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution.

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.
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Mol Chain Analysed Favoured Allowed Outliers Percentiles

1 A 141/124 (114%) 138 (98%) 3 (2%) 0 100 100

There are no Ramachandran outliers to report.

5.3.2 Protein sidechains i
 

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all X-ray entries followed by that with respect to entries of
similar resolution. The Analysed column shows the number of residues for which the sidechain
conformation was analysed, and the total number of residues.

Mol Chain Analysed Rotameric Outliers Percentiles

1 A 129/109 (118%) 124 (96%) 5 (4%) 43 7

All (5) residues with a non-rotameric sidechain are listed below:

Mol Chain Res Type

1 A 1[A] LYS
1 A 1[B] LYS
1 A 89 SER
1 A 121[A] ASP
1 A 121[B] ASP

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. There are no
such sidechains identified.

5.3.3 RNA i
 

There are no RNA chains in this entry.

5.4 Non-standard residues in protein, DNA, RNA chains i
 

There are no non-standard protein/DNA/RNA residues in this entry.

5.5 Carbohydrates i
 

There are no carbohydrates in this entry.
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5.6 Ligand geometry i
 

Of 9 ligands modelled in this entry, 5 are modelled with single atom - leaving 4 for Mogul analy-
sis.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the chemical component dictionary. The Link
column lists molecule types, if any, to which the group is linked. The Z score for a bond length
(or angle) is the number of standard deviations the observed value is removed from the expected
value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection. RMSZ is
the root-mean-square of all Z scores of the bond lengths (or angles).

Mol Type Chain Res Link
Bond lengths Bond angles

Counts RMSZ #|Z| > 2 Counts RMSZ #|Z| > 2

2 SO4 B 1 - 4,?,? 0.10 0 6,?,? 0.13 0
2 SO4 B 2 - 4,?,? 0.08 0 6,?,? 0.18 0
2 SO4 B 3 - 4,?,? 0.08 0 6,?,? 0.06 0

4 C3P D 1 - 22,?,? 2.15 4 (18%) 33,?,? 1.49 8 (24%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical
component dictionary. Similar counts are reported in the Torsion and Rings columns. ’-’ means
no outliers of that kind were identified.

Mol Type Chain Res Link Chirals Torsions Rings

2 SO4 B 1 - - 0/0/?/? 0/0/?/?
2 SO4 B 2 - - 0/0/?/? 0/0/?/?
2 SO4 B 3 - - 0/0/?/? 0/0/?/?
4 C3P D 1 - - 0/11/?/? 0/2/?/?

All (4) bond length outliers are listed below:

Mol Chain Res Type Atoms Z Observed(Å) Ideal(Å)

4 D 1 C3P P-O3’ 7.16 1.81 1.60
4 D 1 C3P O2-C2 -3.82 1.16 1.23
4 D 1 C3P O3’-C3’ -3.55 1.33 1.44
4 D 1 C3P C2-N1 2.16 1.44 1.40

All (8) bond angle outliers are listed below:

Mol Chain Res Type Atoms Z Observed(o) Ideal(o)

4 D 1 C3P P-O3’-C3’ -3.11 114.10 121.56
4 D 1 C3P C5-C4-N3 2.89 126.40 121.34
4 D 1 C3P O2P-P-O3P 2.61 117.34 107.38

Continued on next page...

LXI



Page 11 Preliminary Full wwPDB X-ray Structure Validation Report INPUT FILE 1

Continued from previous page...
Mol Chain Res Type Atoms Z Observed(o) Ideal(o)

4 D 1 C3P C4-N3-C2 -2.61 116.02 120.29
4 D 1 C3P N4-C4-N3 -2.47 113.76 118.02
4 D 1 C3P O3’-P-O1P -2.27 101.45 107.11
4 D 1 C3P O2P-P-O1P 2.21 117.68 110.58
4 D 1 C3P O4’-C1’-C2’ 2.11 111.49 106.58

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

5.7 Other polymers i
 

There are no such residues in this entry.

5.8 Polymer linkage issues

There are no chain breaks in this entry.
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6 Fit of model and data i
 

6.1 Protein, DNA and RNA chains i
 

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95th percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9’ lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol Chain Analysed <RSRZ> #RSRZ>2 OWAB(Å2) Q<0.9

1 A 124/124 (100%) 0.52 14 (11%) 6 8 12, 17, 41, 56 12 (9%)

All (14) RSRZ outliers are listed below:

Mol Chain Res Type RSRZ

1 A 92 TYR 7.7
1 A 21 SER 6.2
1 A 38 ASP 5.5
1 A 93 PRO 4.6
1 A 89 SER 3.5
1 A 91 LYS 3.4
1 A 39 ARG 3.4
1 A 1[A] LYS 3.2
1 A 37 LYS 2.9
1 A 94 ASN 2.8
1 A 113[A] ASN 2.8
1 A 40 CYS 2.3
1 A 19 ALA 2.0
1 A 68 GLY 2.0

6.2 Non-standard residues in protein, DNA, RNA chains i
 

There are no non-standard protein/DNA/RNA residues in this entry.

6.3 Carbohydrates i
 

There are no carbohydrates in this entry.
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6.4 Ligands i
 

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95th percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy
less than 0.9.

Mol Type Chain Res Atoms RSR LLDF B-factors(Å2) Q<0.9

2 SO4 B 2 5/? 0.43 11.04 46,46,57,101 5

3 CL C 2 1/? 0.12 2.11 13,13,13,13 1
4 C3P D 1 21/? 0.13 1.42 13,23,46,53 9
5 NA E 1 1/? 0.07 1.23 20,20,20,20 0
3 CL C 4 1/? 0.07 0.98 20,20,20,20 1
2 SO4 B 1 5/? 0.15 0.53 17,21,42,76 5
3 CL C 1 1/? 0.07 -0.20 16,16,16,16 1
3 CL C 3 1/? 0.05 -0.72 20,20,20,20 1
2 SO4 B 3 5/? 0.13 - 23,26,27,34 5

6.5 Other polymers i
 

There are no such residues in this entry.
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1 Overall quality at a glance i

The reported resolution of this entry is 1.50 Å.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric
Whole archive

(#Entries)
Similar resolution

(#Entries, resolution range(Å))

Rfree 66092 1513 (1.50-1.50)
Clashscore 79885 1768 (1.50-1.50)

Ramachandran outliers 78287 1720 (1.50-1.50)
Sidechain outliers 78261 1718 (1.50-1.50)

RSRZ outliers 66119 1514 (1.50-1.50)

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the electron density. The red, orange, yellow and green segments on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.

Mol Chain Length Quality of chain

1 A 134
1 B 134

The following table lists non-polymeric compounds that are outliers for geometric or electron-
density-fit criteria:

Mol Type Chain Res Geometry Electron density

2 SO4 A 301 - X
2 SO4 A 302[A] - X
2 SO4 A 302[B] - X
2 SO4 A 303 - X
2 SO4 A 304 - X
2 SO4 A 305 - X

Continued on next page...
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Continued from previous page...
Mol Type Chain Res Geometry Electron density

2 SO4 A 306 - X
2 SO4 B 301 - X
2 SO4 B 302 - X
2 SO4 B 303 - X
2 SO4 B 304 - X
2 SO4 B 305 - X
2 SO4 B 307 - X
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2 Entry composition i
 

There are 3 unique types of molecules in this entry. The entry contains 2765 atoms, of which 0
are hydrogen and 0 are deuterium.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2
atoms.

 Molecule 1 is a protein called Eosinophil cationic protein.

Mol Chain Residues Atoms ZeroOcc AltConf Trace

1 A 133
Total C N O S
1165 725 243 188 9

0 13 0

1 B 133
Total C N O S
1159 718 243 187 11

0 13 0

There are 4 discrepancies between the modelled and reference sequences:

Chain Residue Modelled Actual Comment Reference

A 0 MET - initiating methionine UNP P12724
A 97 ARG THR variant UNP P12724
B 0 MET - initiating methionine UNP P12724
B 97 ARG THR variant UNP P12724

 Molecule 2 is SULFATE ION (three-letter code: SO4) (formula: O4S).
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Mol Chain Residues Atoms ZeroOcc AltConf

2 A 1
Total O S

5 4 1
0 0

2 A 1
Total O S
10 8 2

0 1

2 A 1
Total O S

5 4 1
0 0

2 A 1
Total O S

5 4 1
0 0

2 A 1
Total O S

5 4 1
0 0

2 A 1
Total O S

5 4 1
0 0

2 B 1
Total O S

5 4 1
0 0

2 B 1
Total O S

5 4 1
0 0

2 B 1
Total O S

5 4 1
0 0

2 B 1
Total O S

5 4 1
0 0

2 B 1
Total O S

5 4 1
0 0

2 B 1
Total O S

5 4 1
0 0

2 B 1
Total O S

5 4 1
0 0

Molecule 3 is water.

Mol Chain Residues Atoms ZeroOcc AltConf

3 A 203
Total O
203 203

0 0

3 B 168
Total O
168 168

0 0
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3 Residue-property plots i

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one
outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates
a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
any outlier are shown as a green connector. Residues present in the sample, but not in the model,
are shown in grey.

• Molecule 1: Eosinophil cationic protein
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4 Data and refinement statistics i
 

Property Value Source

Space group C 1 2 1 Depositor

Cell constants
a, b, c, α, β, γ

92.73Å 51.29Å 55.62Å
90.00◦ 111.25◦ 90.00◦

Depositor

Resolution (Å)
44.10 – 1.50
44.10 – 1.50

Depositor
EDS

% Data completeness
(in resolution range)

98.8 (44.10-1.50)
95.5 (44.10-1.50)

Depositor
EDS

Rmerge 0.10 Depositor
Rsym (Not available) Depositor

< I/σ(I) > 1 2.60 (at 1.50Å) Xtriage
Refinement program PHENIX (phenix.refine: 1.8.4 1496) Depositor

R, Rfree

0.179 , 0.232
0.179 , 0.231

Depositor
DCC

Rfree test set 1882 reflections (5.04%) DCC

Wilson B-factor (Å2) 15.3 Xtriage
Anisotropy 0.122 Xtriage

Bulk solvent ksol(e/Å3), Bsol(Å
2) 0.39 , 38.6 EDS

Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning < |L| > = 0.48, < L2 > = 0.32 Xtriage

Outliers 1 of 38673 reflections (0.003%) Xtriage
Fo,Fc correlation 0.96 EDS

Total number of atoms 2765 wwPDB-VP

Average B, all atoms (Å2) 21.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 8.50% of the height of the origin peak. No significant pseudotranslation is detected.

1Intensities estimated from amplitudes.
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5 Model quality i
 

5.1 Standard geometry i
 

Bond lengths and bond angles in the following residue types are not validated in this section:
SO4

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z| > 2 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

Mol Chain
Bond lengths Bond angles

RMSZ #|Z| >2 RMSZ #|Z| >2

1 A 0.50 6/880 (0.7%) 0.59 9/995 (0.9%)
1 B 0.42 2/887 (0.2%) 0.55 5/1006 (0.5%)

All All 0.46 8/1767 (0.5%) 0.57 14/2001 (0.7%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying
if the center is modelled as a planar moiety or with the opposite hand. A planarity outlier is
detected by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms
of a sidechain that are expected to be planar.

Mol Chain #Chirality outliers #Planarity outliers

1 A 0 1

All (8) bond length outliers are listed below:

Mol Chain Res Type Atoms Z Observed(Å) Ideal(Å)

1 A 19 ASN CG-OD1 4.60 1.34 1.24
1 A 92 ASN CG-OD1 4.29 1.33 1.24
1 B 92 ASN CG-OD1 4.23 1.33 1.24
1 A 19 ASN CG-ND2 -4.16 1.22 1.32
1 A 64 HIS CG-CD2 3.85 1.41 1.35
1 B 92 ASN CG-ND2 -3.68 1.23 1.32
1 A 92 ASN CG-ND2 -3.62 1.23 1.32
1 A 33 TYR CD1-CE1 -2.07 1.36 1.39

All (14) bond angle outliers are listed below:

Mol Chain Res Type Atoms Z Observed(o) Ideal(o)

1 A 92 ASN CB-CG-OD1 -2.56 116.49 121.60
1 B 92 ASN CB-CG-OD1 -2.56 116.49 121.60
1 A 15 HIS N-CA-C 2.52 117.81 111.00

Continued on next page...
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Continued from previous page...
Mol Chain Res Type Atoms Z Observed(o) Ideal(o)

1 A 64 HIS CA-C-O 2.48 125.32 120.10
1 A 114 ARG NE-CZ-NH2 -2.40 119.10 120.30
1 A 66 ARG NE-CZ-NH2 -2.37 119.11 120.30
1 B 34 ARG NE-CZ-NH2 -2.32 119.14 120.30
1 A 91 GLN N-CA-CB 2.24 114.63 110.60
1 B 15 HIS N-CA-C 2.24 117.04 111.00
1 B 104 ARG N-CA-C -2.24 104.96 111.00
1 B 97 ARG NE-CZ-NH2 -2.23 119.18 120.30
1 A 91 GLN CB-CA-C 2.23 114.86 110.40
1 A 19 ASN CB-CG-OD1 -2.13 117.33 121.60
1 A 96 CYS CA-CB-SG -2.11 110.20 114.00

There are no chirality outliers.

All (1) planarity outliers are listed below:

Mol Chain Res Type Group

1 A 90 ALA Peptide

5.2 Close contacts i
 

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the
Clashes column.

Mol Chain Non-H H(model) H(added) Clashes Symm-Clashes

1 A 1165 0 1149 18 0
1 B 1159 0 1141 11 0
2 A 35 0 0 0 0
2 B 35 0 0 2 0
3 A 203 0 0 5 0
3 B 168 0 0 6 0

All All 2765 0 2290 27 0

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 6.

All (27) close contacts within the same asymmetric unit are listed below.
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Atom-1 Atom-2 Distance(Å) Clash(Å)

1:B:91[A]:GLN:NE2 3:B:401:HOH:O 2.25 0.69
1:B:77[A]:ARG:NH1 2:B:303:SO4:O4 2.27 0.66

1:B:4:GLN:NE2 3:B:402:HOH:O 2.36 0.58
1:A:53[A]:ASN:ND2 3:A:585:HOH:O 2.33 0.57
1:B:7[B]:ARG:NH1 3:B:404:HOH:O 2.38 0.55
1:A:91:GLN:HG3 1:A:95:ASN:HD22 1.73 0.54
1:A:42:THR:OG1 1:A:82[A]:HIS:HD2 1.93 0.51

1:A:122[B]:TYR:OH 1:B:49:ALA:HB2 2.11 0.51
1:A:86[A]:ILE:HG12 1:A:97:ARG:O 2.11 0.50

1:A:91:GLN:CG 1:A:92:ASN:H 2.23 0.50
1:A:18:LEU:HD12 3:B:560:HOH:O 2.12 0.50
1:A:7[B]:ARG:NH2 3:A:580:HOH:O 2.25 0.49
1:A:42:THR:OG1 1:A:82[B]:HIS:HD2 1.97 0.48
1:A:91:GLN:HG2 1:A:92:ASN:H 1.80 0.47
3:A:564:HOH:O 1:B:18:LEU:HD12 2.15 0.46
1:A:1:ARG:NH1 1:A:5:PHE:O 2.41 0.46
1:B:57:ASN:HB3 2:B:307:SO4:O3 2.18 0.44

1:A:114:ARG:HB2 1:A:118:ASP:HB2 1.99 0.44
1:A:122[B]:TYR:HH 1:B:122:TYR:HH 1.53 0.44
1:A:7[A]:ARG:NH1 3:A:558:HOH:O 2.52 0.43
1:A:82[B]:HIS:HB2 1:A:101[B]:ARG:HB3 2.01 0.43
1:B:82[B]:HIS:HD2 3:B:522:HOH:O 2.02 0.42
1:A:18:LEU:HD23 1:A:18:LEU:HA 1.91 0.42
1:A:73:ARG:NH1 3:A:411:HOH:O 2.54 0.41
1:B:37[B]:CYS:SG 3:B:503:HOH:O 2.62 0.41
1:A:42:THR:OG1 1:A:82[B]:HIS:CD2 2.74 0.40

There are no symmetry-related clashes.

5.3 Torsion angles

5.3.1 Protein backbone i
 

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution. The Analysed column shows the number of residues for which the backbone
conformation was analysed, and the total number of residues.

Mol Chain Analysed Favoured Allowed Outliers Percentiles

1 A 144/134 (108%) 138 (96%) 4 (3%) 2 (1%) 16 2

1 B 144/134 (108%) 143 (99%) 1 (1%) 0 100 100

All All 288/268 (108%) 281 (98%) 5 (2%) 2 (1%) 27 7
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All (2) Ramachandran outliers are listed below:

Mol Chain Res Type

1 A 91 GLN
1 A 89 GLY

5.3.2 Protein sidechains i
 

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all X-ray entries followed by that with respect to entries of
similar resolution. The Analysed column shows the number of residues for which the sidechain
conformation was analysed, and the total number of residues.

Mol Chain Analysed Rotameric Outliers Percentiles

1 A 135/123 (110%) 132 (98%) 3 (2%) 64 28

1 B 135/123 (110%) 131 (97%) 4 (3%) 53 16

All All 270/246 (110%) 263 (97%) 7 (3%) 75 21

All (7) residues with a non-rotameric sidechain are listed below:

Mol Chain Res Type

1 A 91 GLN
1 A 122[A] TYR
1 A 122[B] TYR
1 B 86[A] ILE
1 B 86[B] ILE
1 B 91[A] GLN
1 B 91[B] GLN

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (2) such
sidechains are listed below:

Mol Chain Res Type

1 A 19 ASN
1 A 95 ASN

5.3.3 RNA i
 

There are no RNA chains in this entry.
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5.4 Non-standard residues in protein, DNA, RNA chains i
 

There are no non-standard protein/DNA/RNA residues in this entry.

5.5 Carbohydrates i
 

There are no carbohydrates in this entry.

5.6 Ligand geometry i
 

14 ligands are modelled in this entry.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the chemical component dictionary. The Link
column lists molecule types, if any, to which the group is linked. The Z score for a bond length
(or angle) is the number of standard deviations the observed value is removed from the expected
value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection. RMSZ is
the root-mean-square of all Z scores of the bond lengths (or angles).

Mol Type Chain Res Link
Bond lengths Bond angles

Counts RMSZ #|Z| > 2 Counts RMSZ #|Z| > 2

2 SO4 A 301 - 4,4,4 0.14 0 6,6,6 0.10 0
2 SO4 A 302[A] - 4,4,4 0.19 0 6,6,6 0.09 0
2 SO4 A 302[B] - 4,4,4 0.22 0 6,6,6 0.09 0
2 SO4 A 303 - 4,4,4 0.19 0 6,6,6 0.07 0
2 SO4 A 304 - 4,4,4 0.20 0 6,6,6 0.07 0
2 SO4 A 305 - 4,4,4 0.24 0 6,6,6 0.29 0
2 SO4 A 306 - 4,4,4 0.26 0 6,6,6 0.08 0
2 SO4 B 301 - 4,4,4 0.13 0 6,6,6 0.08 0
2 SO4 B 302 - 4,4,4 0.21 0 6,6,6 0.10 0
2 SO4 B 303 - 4,4,4 0.16 0 6,6,6 0.14 0
2 SO4 B 304 - 4,4,4 0.16 0 6,6,6 0.10 0
2 SO4 B 305 - 4,4,4 0.17 0 6,6,6 0.08 0
2 SO4 B 306 - 4,4,4 0.21 0 6,6,6 0.12 0
2 SO4 B 307 - 4,4,4 0.19 0 6,6,6 0.14 0

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical
component dictionary. Similar counts are reported in the Torsion and Rings columns. ’-’ means
no outliers of that kind were identified.

Mol Type Chain Res Link Chirals Torsions Rings

2 SO4 A 301 - - 0/0/0/0 0/0/0/0
Continued on next page...
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Continued from previous page...
Mol Type Chain Res Link Chirals Torsions Rings

2 SO4 A 302[A] - - 0/0/0/0 0/0/0/0
2 SO4 A 302[B] - - 0/0/0/0 0/0/0/0
2 SO4 A 303 - - 0/0/0/0 0/0/0/0
2 SO4 A 304 - - 0/0/0/0 0/0/0/0
2 SO4 A 305 - - 0/0/0/0 0/0/0/0
2 SO4 A 306 - - 0/0/0/0 0/0/0/0
2 SO4 B 301 - - 0/0/0/0 0/0/0/0
2 SO4 B 302 - - 0/0/0/0 0/0/0/0
2 SO4 B 303 - - 0/0/0/0 0/0/0/0
2 SO4 B 304 - - 0/0/0/0 0/0/0/0
2 SO4 B 305 - - 0/0/0/0 0/0/0/0
2 SO4 B 306 - - 0/0/0/0 0/0/0/0
2 SO4 B 307 - - 0/0/0/0 0/0/0/0

There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

5.7 Other polymers i
 

There are no such residues in this entry.

5.8 Polymer linkage issues

There are no chain breaks in this entry.
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6 Fit of model and data i
 

6.1 Protein, DNA and RNA chains i
 

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95th percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9’ lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol Chain Analysed <RSRZ> #RSRZ>2 OWAB(Å2) Q<0.9

1 A 133/134 (99%) 0.15 4 (3%) 48 53 12, 17, 31, 53 0

1 B 133/134 (99%) 0.06 2 (1%) 70 77 12, 17, 27, 38 0

All All 266/268 (99%) 0.10 6 (2%) 54 64 12, 17, 30, 53 0

All (6) RSRZ outliers are listed below:

Mol Chain Res Type RSRZ

1 A 35 TRP 7.2
1 B 35 TRP 3.1
1 A 86[A] ILE 2.8
1 A 133 ILE 2.8
1 A 90 ALA 2.8
1 B 91[A] GLN 2.6

6.2 Non-standard residues in protein, DNA, RNA chains i
 

There are no non-standard protein/DNA/RNA residues in this entry.

6.3 Carbohydrates i
 

There are no carbohydrates in this entry.

6.4 Ligands i
 

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95th percentile and maximum values of B factors
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of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy
less than 0.9.

Mol Type Chain Res Atoms RSR LLDF B-factors(Å2) Q<0.9

2 SO4 A 302[A] 5/5 0.35 28.84 32,35,37,39 5

2 SO4 A 302[B] 5/5 0.35 28.78 33,33,38,38 5

2 SO4 B 301 5/5 0.24 9.82 24,45,56,62 0

2 SO4 A 301 5/5 0.19 8.16 24,45,52,68 0

2 SO4 A 305 5/5 0.25 7.50 23,28,41,41 0

2 SO4 B 302 5/5 0.22 4.74 29,31,33,36 5

2 SO4 A 304 5/5 0.15 4.56 23,24,26,27 5

2 SO4 B 304 5/5 0.24 4.55 35,52,55,57 0

2 SO4 B 305 5/5 0.14 3.87 28,31,36,37 0

2 SO4 A 303 5/5 0.23 2.67 46,50,55,57 0

2 SO4 B 307 5/5 0.16 2.29 24,26,29,36 0

2 SO4 A 306 5/5 0.14 2.11 25,30,33,41 0

2 SO4 B 303 5/5 0.30 2.06 34,45,58,69 0
2 SO4 B 306 5/5 0.12 0.06 23,26,30,30 0

6.5 Other polymers i
 

There are no such residues in this entry.
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1 Overall quality at a glance i

The reported resolution of this entry is 1.50 Å.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric
Whole archive

(#Entries)
Similar resolution

(#Entries, resolution range(Å))

Rfree 66092 1513 (1.50-1.50)
Clashscore 79885 1768 (1.50-1.50)

Ramachandran outliers 78287 1720 (1.50-1.50)
Sidechain outliers 78261 1718 (1.50-1.50)

RSRZ outliers 66119 1514 (1.50-1.50)

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the electron density. The red, orange, yellow and green segments on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.

Mol Chain Length Quality of chain

1 A 134
1 B 134

The following table lists non-polymeric compounds that are outliers for geometric or electron-
density-fit criteria:

Mol Type Chain Res Geometry Electron density

2 CIT A 301 - X
2 CIT A 302 - X
2 CIT A 303 - X
2 CIT B 302 - X
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2 Entry composition i 
There are 4 unique types of molecules in this entry. The entry contains 2798 atoms, of which 0
are hydrogen and 0 are deuterium.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2
atoms. Molecule 1 is a protein called Eosinophil cationic protein.

Mol Chain Residues Atoms ZeroOcc AltConf Trace

1 A 134
Total C N O S
1182 732 249 189 12

0 14 0

1 B 133
Total C N O S
1149 716 238 186 9

0 10 0

There are 4 discrepancies between the modelled and reference sequences:

Chain Residue Modelled Actual Comment Reference

A 0 MET - initiating methionine UNP P12724
A 97 ARG THR variant UNP P12724
B 0 MET - initiating methionine UNP P12724
B 97 ARG THR variant UNP P12724 Molecule 2 is CITRIC ACID (three-letter code: CIT) (formula: C6H8O7).
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Mol Chain Residues Atoms ZeroOcc AltConf

2 A 1
Total C O
13 6 7

0 0

2 A 1
Total C O
13 6 7

0 0

2 A 1
Total C O
13 6 7

0 0

2 B 1
Total C O
13 6 7

0 0

2 B 1
Total C O
13 6 7

0 0 Molecule 3 is FE (III) ION (three-letter code: FE) (formula: Fe).

Mol Chain Residues Atoms ZeroOcc AltConf

3 B 1
Total Fe

1 1
0 0

3 A 1
Total Fe

1 1
0 0 Molecule 4 is water.

Mol Chain Residues Atoms ZeroOcc AltConf

4 A 212
Total O
212 212

0 0

4 B 188
Total O
188 188

0 0
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3 Residue-property plots i

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one
outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates
a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
any outlier are shown as a green connector. Residues present in the sample, but not in the model,
are shown in grey.
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4 Data and refinement statistics i

Property Value Source

Space group P 43 2 2 Depositor

Cell constants
a, b, c, α, β, γ

62.53Å 62.53Å 175.05Å
90.00◦ 90.00◦ 90.00◦

Depositor

Resolution (Å)
50.88 – 1.50
62.53 – 1.50

Depositor
EDS

% Data completeness
(in resolution range)

98.8 (50.88-1.50)
96.5 (62.53-1.50)

Depositor
EDS

Rmerge 0.03 Depositor
Rsym (Not available) Depositor

< I/σ(I) > 1 5.04 (at 1.50Å) Xtriage
Refinement program PHENIX (phenix.refine: 1.8.4 1496) Depositor

R, Rfree

0.197 , 0.231
0.197 , 0.228

Depositor
DCC

Rfree test set 2762 reflections (5.05%) DCC

Wilson B-factor (Å2) 19.6 Xtriage
Anisotropy 0.199 Xtriage

Bulk solvent ksol(e/Å3), Bsol(Å
2) 0.35 , 41.2 EDS

Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning < |L| > = 0.48, < L2 > = 0.32 Xtriage

Outliers 0 of 55985 reflections Xtriage
Fo,Fc correlation 0.96 EDS

Total number of atoms 2798 wwPDB-VP

Average B, all atoms (Å2) 25.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 5.33% of the height of the origin peak. No significant pseudotranslation is detected.

1Intensities estimated from amplitudes.
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5 Model quality i 
5.1 Standard geometry i

 

Bond lengths and bond angles in the following residue types are not validated in this section: FE,
CIT

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z| > 2 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

Mol Chain
Bond lengths Bond angles

RMSZ #|Z| >2 RMSZ #|Z| >2

1 A 0.46 2/889 (0.2%) 0.62 11/1007 (1.1%)
1 B 0.42 2/908 (0.2%) 0.62 8/1028 (0.8%)

All All 0.44 4/1797 (0.2%) 0.62 19/2035 (0.9%)

All (4) bond length outliers are listed below:

Mol Chain Res Type Atoms Z Observed(Å) Ideal(Å)

1 A 40 GLN C-O -4.30 1.15 1.23
1 A 58 GLN C-O -4.28 1.15 1.23
1 B 36 ARG CZ-NH1 -3.56 1.28 1.33
1 B 36 ARG C-O -2.94 1.17 1.23

All (19) bond angle outliers are listed below:

Mol Chain Res Type Atoms Z Observed(o) Ideal(o)

1 B 34 ARG NE-CZ-NH2 -5.97 117.31 120.30
1 A 101 ARG NE-CZ-NH1 -5.69 117.46 120.30
1 B 36 ARG NE-CZ-NH2 4.40 122.50 120.30
1 B 36 ARG NE-CZ-NH1 -4.22 118.19 120.30
1 B 34 ARG NE-CZ-NH1 3.26 121.93 120.30
1 B 115 ASP CB-CG-OD2 2.73 120.76 118.30
1 A 107 TYR CA-CB-CG 2.72 118.57 113.40
1 A 34 ARG NE-CZ-NH2 -2.65 118.97 120.30
1 A 34 ARG NE-CZ-NH1 2.55 121.57 120.30
1 A 45 ARG NE-CZ-NH2 -2.51 119.04 120.30
1 A 101 ARG NE-CZ-NH2 2.49 121.54 120.30
1 B 107 TYR CA-CB-CG 2.39 117.94 113.40
1 B 80 LEU CA-CB-CG 2.24 120.45 115.30
1 B 15 HIS N-CA-C 2.19 116.92 111.00
1 A 101 ARG CB-CG-CD -2.10 106.15 111.60

Continued on next page...
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Continued from previous page...
Mol Chain Res Type Atoms Z Observed(o) Ideal(o)

1 A 18 LEU CB-CG-CD2 -2.06 107.50 111.00
1 A 61 ARG NE-CZ-NH2 -2.04 119.28 120.30
1 A 125 VAL CB-CA-C -2.02 107.57 111.40
1 A 80 LEU CA-CB-CG 2.01 119.92 115.30

There are no chirality outliers.

There are no planarity outliers.

5.2 Close contacts i
 

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the
Clashes column.

Mol Chain Non-H H(model) H(added) Clashes Symm-Clashes

1 A 1182 0 1165 12 1
1 B 1149 0 1144 10 0
2 A 39 0 14 1 4
2 B 26 0 8 2 2
3 A 1 0 0 0 3
3 B 1 0 0 0 2
4 A 212 0 0 9 0
4 B 188 0 0 12 0

All All 2798 0 2331 25 6

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 5.

All (25) close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(Å) Clash(Å)

1:A:101:ARG:HG3 4:A:591:HOH:O 1.52 1.09
1:A:101:ARG:CG 4:A:591:HOH:O 1.97 1.08
1:A:101:ARG:HD3 4:A:612:HOH:O 1.52 1.07
2:B:302:CIT:O2 4:B:401:HOH:O 1.92 0.86

1:A:101:ARG:HG2 4:A:591:HOH:O 1.71 0.71
1:B:58[A]:GLN:OE1 4:B:402:HOH:O 2.09 0.70

1:A:22:ARG:HE 1:A:24:THR:HB 1.58 0.69
1:A:95[B]:ASN:ND2 4:A:402:HOH:O 2.27 0.66

Continued on next page...
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Continued from previous page...

Atom-1 Atom-2 Distance(Å) Clash(Å)

2:A:302:CIT:O6 4:A:401:HOH:O 2.13 0.66
1:B:101:ARG:CD 4:B:406:HOH:O 2.43 0.65
2:B:302:CIT:O6 4:B:403:HOH:O 2.15 0.64
1:B:101:ARG:NE 4:B:406:HOH:O 2.33 0.61
1:B:36:ARG:NH2 4:B:408:HOH:O 2.39 0.54

1:A:93:ILE:O 4:A:536:HOH:O 2.18 0.53
1:A:22:ARG:HG3 4:A:499:HOH:O 2.08 0.52
1:B:22:ARG:NH2 4:B:477:HOH:O 2.42 0.52

1:B:75[A]:ARG:NH1 4:B:577:HOH:O 2.40 0.51
1:A:25[B]:ILE:HD13 1:A:28:ARG:NH1 2.25 0.51
1:A:22:ARG:NH2 4:A:508:HOH:O 2.45 0.48
1:A:82:HIS:HB3 1:A:101:ARG:HB2 1.94 0.48
1:B:97:ARG:NH1 4:B:407:HOH:O 2.38 0.46

1:B:58[B]:GLN:OE1 4:B:404:HOH:O 2.21 0.45
1:B:1:ARG:N 4:B:410:HOH:O 2.48 0.44

1:A:1[A]:ARG:HB2 1:A:10:TRP:CD1 2.52 0.44
1:B:58[B]:GLN:NE2 4:B:414:HOH:O 2.55 0.40

All (6) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Atom-1 Atom-2 Distance(Å) Clash(Å)

2:B:302:CIT:C6 3:B:303:FE:FE[5 455] 1.57 0.63
1:A:34:ARG:NH2 2:A:302:CIT:O7[5 455] 1.96 0.24
2:A:302:CIT:C4 3:A:304:FE:FE[5 455] 1.96 0.24
2:A:302:CIT:C6 3:A:304:FE:FE[5 455] 1.97 0.23
2:B:302:CIT:C3 3:B:303:FE:FE[5 455] 2.00 0.20
2:A:302:CIT:C3 3:A:304:FE:FE[5 455] 2.17 0.03

5.3 Torsion angles

5.3.1 Protein backbone i
 

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution. The Analysed column shows the number of residues for which the backbone
conformation was analysed, and the total number of residues.

Mol Chain Analysed Favoured Allowed Outliers Percentiles

1 A 148/134 (110%) 145 (98%) 3 (2%) 0 100 100

1 B 141/134 (105%) 139 (99%) 2 (1%) 0 100 100

Continued on next page...
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Continued from previous page...
Mol Chain Analysed Favoured Allowed Outliers Percentiles

All All 289/268 (108%) 284 (98%) 5 (2%) 0 100 100

There are no Ramachandran outliers to report.

5.3.2 Protein sidechains i
 

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all X-ray entries followed by that with respect to entries of
similar resolution. The Analysed column shows the number of residues for which the sidechain
conformation was analysed, and the total number of residues.

Mol Chain Analysed Rotameric Outliers Percentiles

1 A 139/123 (113%) 136 (98%) 3 (2%) 64 28

1 B 132/123 (107%) 128 (97%) 4 (3%) 53 16

All All 271/246 (110%) 264 (97%) 7 (3%) 75 21

All (7) residues with a non-rotameric sidechain are listed below:

Mol Chain Res Type

1 A 1[A] ARG
1 A 1[B] ARG
1 A 22 ARG
1 B 73[A] ARG
1 B 73[B] ARG
1 B 128[A] HIS
1 B 128[B] HIS

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. There are no
such sidechains identified.

5.3.3 RNA i
 

There are no RNA chains in this entry.

5.4 Non-standard residues in protein, DNA, RNA chains i
 

There are no non-standard protein/DNA/RNA residues in this entry.
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5.5 Carbohydrates i
 

There are no carbohydrates in this entry.

5.6 Ligand geometry i
 

Of 7 ligands modelled in this entry, 2 are monoatomic - leaving 5 for Mogul analysis.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the chemical component dictionary. The Link
column lists molecule types, if any, to which the group is linked. The Z score for a bond length
(or angle) is the number of standard deviations the observed value is removed from the expected
value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection. RMSZ is
the root-mean-square of all Z scores of the bond lengths (or angles).

Mol Type Chain Res Link
Bond lengths Bond angles

Counts RMSZ #|Z| > 2 Counts RMSZ #|Z| > 2

2 CIT A 301 - 12,12,12 0.90 0 17,17,17 1.66 1 (5%)

2 CIT A 302 3 12,12,12 0.80 0 17,17,17 2.38 4 (23%)

2 CIT A 303 - 12,12,12 0.89 0 17,17,17 1.78 1 (5%)

2 CIT B 301 - 12,12,12 0.95 0 17,17,17 1.80 5 (29%)

2 CIT B 302 3 12,12,12 0.91 0 17,17,17 2.09 5 (29%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical
component dictionary. Similar counts are reported in the Torsion and Rings columns. ’-’ means
no outliers of that kind were identified.

Mol Type Chain Res Link Chirals Torsions Rings

2 CIT A 301 - - 0/16/16/16 0/0/0/0
2 CIT A 302 3 - 0/16/16/16 0/0/0/0
2 CIT A 303 - - 0/16/16/16 0/0/0/0
2 CIT B 301 - - 0/16/16/16 0/0/0/0
2 CIT B 302 3 - 0/16/16/16 0/0/0/0

There are no bond length outliers.

All (16) bond angle outliers are listed below:

Mol Chain Res Type Atoms Z Observed(o) Ideal(o)

2 A 302 CIT O6-C6-C3 7.57 123.90 112.89
2 B 302 CIT O6-C6-C3 6.09 121.75 112.89
2 A 303 CIT O6-C6-C3 5.41 120.76 112.89

Continued on next page...
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Continued from previous page...
Mol Chain Res Type Atoms Z Observed(o) Ideal(o)

2 A 301 CIT O6-C6-C3 5.06 120.24 112.89
2 B 301 CIT O6-C6-C3 4.29 119.12 112.89
2 A 302 CIT O5-C6-C3 3.16 117.85 122.20
2 A 302 CIT C3-C2-C1 3.10 121.27 113.77
2 B 301 CIT C4-C3-C6 2.75 103.75 110.12
2 B 301 CIT C2-C3-C6 2.73 116.45 110.12
2 A 302 CIT O7-C3-C4 2.69 103.80 109.22
2 B 302 CIT O7-C3-C6 2.56 105.27 108.95
2 B 301 CIT O2-C1-C2 2.40 123.09 114.63
2 B 302 CIT O2-C1-O1 2.33 117.37 123.30
2 B 302 CIT O4-C5-O3 2.25 117.56 123.30
2 B 301 CIT O2-C1-O1 2.17 117.78 123.30
2 B 302 CIT O5-C6-C3 2.15 119.23 122.20

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

5.7 Other polymers i
 

There are no such residues in this entry.

5.8 Polymer linkage issues

There are no chain breaks in this entry.
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6 Fit of model and data i 
6.1 Protein, DNA and RNA chains i

 

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95th percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9’ lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol Chain Analysed <RSRZ> #RSRZ>2 OWAB(Å2) Q<0.9

1 A 134/134 (100%) 0.16 3 (2%) 59 66 14, 20, 37, 52 0

1 B 133/134 (99%) -0.04 2 (1%) 70 77 15, 22, 35, 45 0

All All 267/268 (99%) 0.06 5 (1%) 65 71 14, 21, 36, 52 0

All (5) RSRZ outliers are listed below:

Mol Chain Res Type RSRZ

1 B 75[A] ARG 2.7
1 A 0 MET 2.6
1 A 85 LEU 2.5
1 B 133 ILE 2.3
1 A 101 ARG 2.1

6.2 Non-standard residues in protein, DNA, RNA chains i
 

There are no non-standard protein/DNA/RNA residues in this entry.

6.3 Carbohydrates i
 

There are no carbohydrates in this entry.

6.4 Ligands i
 

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95th percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy
less than 0.9.
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Mol Type Chain Res Atoms RSR LLDF B-factors(Å2) Q<0.9

2 CIT A 303 13/13 0.25 13.75 28,47,51,53 0

2 CIT B 302 13/13 0.20 6.37 20,28,34,38 13

2 CIT A 302 13/13 0.21 3.11 11,18,30,32 13

2 CIT A 301 13/13 0.14 2.74 23,27,34,36 0
2 CIT B 301 13/13 0.08 -0.68 20,24,30,32 0
3 FE B 303 1/1 0.05 -1.62 24,24,24,24 1
3 FE A 304 1/1 0.06 -1.70 17,17,17,17 1

6.5 Other polymers i
 

There are no such residues in this entry.
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1 Overall quality at a glance i

The reported resolution of this entry is 1.47 Å.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric
Whole archive

(#Entries)
Similar resolution

(#Entries, resolution range(Å))

Rfree 66092 2222 (1.50-1.46)
Clashscore 79885 2555 (1.50-1.46)

Ramachandran outliers 78287 2496 (1.50-1.46)
Sidechain outliers 78261 2494 (1.50-1.46)

RSRZ outliers 66119 2223 (1.50-1.46)

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the electron density. The red, orange, yellow and green segments on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.

Mol Chain Length Quality of chain

1 A 134
1 B 134

The following table lists non-polymeric compounds that are outliers for geometric or electron-
density-fit criteria:

Mol Type Chain Res Geometry Electron density

2 CIT A 301 - X
2 CIT A 302 - X
2 CIT B 302 - X
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2 Entry composition i
 

There are 4 unique types of molecules in this entry. The entry contains 2798 atoms, of which 0
are hydrogen and 0 are deuterium.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2
atoms.

 Molecule 1 is a protein called Eosinophil cationic protein.

Mol Chain Residues Atoms ZeroOcc AltConf Trace

1 A 134
Total C N O S
1185 733 251 189 12

0 15 0

1 B 134
Total C N O S
1148 710 240 188 10

1 8 0

There are 6 discrepancies between the modelled and reference sequences:

Chain Residue Modelled Actual Comment Reference

A 0 MET - initiating methionine UNP P12724
A 15 ALA HIS engineered mutation UNP P12724
A 97 ARG THR variant UNP P12724
B 0 MET - initiating methionine UNP P12724
B 15 ALA HIS engineered mutation UNP P12724
B 97 ARG THR variant UNP P12724

 Molecule 2 is CITRIC ACID (three-letter code: CIT) (formula: C6H8O7).
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Mol Chain Residues Atoms ZeroOcc AltConf

2 A 1
Total C O
13 6 7

0 0

2 A 1
Total C O
13 6 7

0 0

2 B 1
Total C O
13 6 7

0 0

2 B 1
Total C O
13 6 7

0 0

 Molecule 3 is FE (III) ION (three-letter code: FE) (formula: Fe).

Mol Chain Residues Atoms ZeroOcc AltConf

3 B 1
Total Fe

1 1
0 0

3 A 1
Total Fe

1 1
0 0

 Molecule 4 is water.

Mol Chain Residues Atoms ZeroOcc AltConf

4 A 229
Total O
230 230

0 1

4 B 181
Total O
181 181

0 0
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3 Residue-property plots i

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one
outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates
a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
any outlier are shown as a green connector. Residues present in the sample, but not in the model,
are shown in grey.
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4 Data and refinement statistics i

Property Value Source

Space group P 43 2 2 Depositor

Cell constants
a, b, c, α, β, γ

62.54Å 62.54Å 175.23Å
90.00◦ 90.00◦ 90.00◦

Depositor

Resolution (Å)
25.45 – 1.47
62.54 – 1.47

Depositor
EDS

% Data completeness
(in resolution range)

100.0 (25.45-1.47)
96.7 (62.54-1.47)

Depositor
EDS

Rmerge 0.04 Depositor
Rsym (Not available) Depositor

< I/σ(I) > 1 2.77 (at 1.47Å) Xtriage
Refinement program PHENIX (PHENIX.REFINE: 1.8.4 1496) Depositor

R, Rfree

0.206 , 0.223
0.204 , 0.222

Depositor
DCC

Rfree test set 2933 reflections (5.04%) DCC

Wilson B-factor (Å2) 20.9 Xtriage
Anisotropy 0.042 Xtriage

Bulk solvent ksol(e/Å3), Bsol(Å
2) 0.37 , 43.0 EDS

Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning < |L| > = 0.48, < L2 > = 0.31 Xtriage

Outliers 0 of 60217 reflections Xtriage
Fo,Fc correlation 0.96 EDS

Total number of atoms 2798 wwPDB-VP

Average B, all atoms (Å2) 26.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 4.69% of the height of the origin peak. No significant pseudotranslation is detected.

1Intensities estimated from amplitudes.
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5 Model quality i
 

5.1 Standard geometry i
 

Bond lengths and bond angles in the following residue types are not validated in this section: FE,
CIT

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z| > 2 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

Mol Chain
Bond lengths Bond angles

RMSZ #|Z| >2 RMSZ #|Z| >2

1 A 0.40 1/870 (0.1%) 0.60 6/985 (0.6%)
1 B 0.34 0/925 0.55 3/1046 (0.3%)

All All 0.37 1/1795 (0.1%) 0.58 9/2031 (0.4%)

All (1) bond length outliers are listed below:

Mol Chain Res Type Atoms Z Observed(Å) Ideal(Å)

1 A 10 TRP CE3-CZ3 2.07 1.42 1.38

All (9) bond angle outliers are listed below:

Mol Chain Res Type Atoms Z Observed(o) Ideal(o)

1 A 34 ARG NE-CZ-NH2 -5.61 117.49 120.30
1 A 34 ARG NE-CZ-NH1 4.38 122.49 120.30
1 A 107 TYR CA-CB-CG 2.87 118.84 113.40
1 B 34 ARG NE-CZ-NH2 -2.73 118.94 120.30
1 B 107 TYR CA-CB-CG 2.41 117.98 113.40
1 A 61 ARG NE-CZ-NH2 -2.41 119.10 120.30
1 A 61 ARG NE-CZ-NH1 2.26 121.43 120.30
1 B 115 ASP CB-CG-OD2 2.10 120.19 118.30
1 A 112 ASP CB-CG-OD1 2.05 120.14 118.30

There are no chirality outliers.

There are no planarity outliers.

5.2 Close contacts i
 

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogens
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added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the
Clashes column.

Mol Chain Non-H H(model) H(added) Clashes Symm-Clashes

1 A 1185 0 1174 9 0
1 B 1148 0 1138 4 0
2 A 26 0 9 3 1
2 B 26 0 9 4 2
3 A 1 0 0 0 1
3 B 1 0 0 0 2
4 A 230 0 0 7 1
4 B 181 0 0 3 0

All All 2798 0 2330 16 4

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 3.

All (16) close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(Å) Clash(Å)

2:A:302:CIT:O7 4:A:401:HOH:O 2.02 0.76
1:A:39[A]:ASN:OD1 4:A:402:HOH:O 2.06 0.73
1:A:101[B]:ARG:NH1 4:A:405:HOH:O 2.35 0.58
1:B:34:ARG:HH22 2:B:302:CIT:H21 1.70 0.55
1:A:34:ARG:HH22 2:A:302:CIT:C5 2.20 0.54
2:B:302:CIT:O4 4:B:401:HOH:O 2.17 0.54
1:A:53:ASN:ND2 4:A:404:HOH:O 2.35 0.53

1:A:101[B]:ARG:NH2 4:A:534:HOH:O 2.37 0.53
1:B:34:ARG:HH22 2:B:302:CIT:C2 2.22 0.52
1:A:117:ARG:NH2 4:A:613:HOH:O 2.44 0.49
1:B:123:PRO:HG2 4:B:520:HOH:O 2.15 0.47
1:A:34:ARG:HH22 2:A:302:CIT:C4 2.31 0.43
1:A:32[A]:ASN:ND2 4:A:565:HOH:O 2.39 0.42
1:B:75:ARG:HD3 4:B:532:HOH:O 2.19 0.42
1:A:79:PRO:HG3 1:A:104[A]:ARG:NH1 2.35 0.41
2:B:302:CIT:O7 2:B:302:CIT:O3 2.39 0.41

All (4) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Atom-1 Atom-2 Distance(Å) Clash(Å)

2:A:302:CIT:O7 3:A:303:FE:FE[5 555] 1.66 0.54
2:B:302:CIT:C6 3:B:303:FE:FE[5 555] 1.82 0.38

Continued on next page...
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Continued from previous page...

Atom-1 Atom-2 Distance(Å) Clash(Å)

4:A:403:HOH:O 4:A:443:HOH:O[5 555] 1.95 0.25
2:B:302:CIT:C3 3:B:303:FE:FE[5 555] 2.06 0.14

5.3 Torsion angles

5.3.1 Protein backbone i
 

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution. The Analysed column shows the number of residues for which the backbone
conformation was analysed, and the total number of residues.

Mol Chain Analysed Favoured Allowed Outliers Percentiles

1 A 149/134 (111%) 146 (98%) 3 (2%) 0 100 100

1 B 141/134 (105%) 138 (98%) 3 (2%) 0 100 100

All All 290/268 (108%) 284 (98%) 6 (2%) 0 100 100

There are no Ramachandran outliers to report.

5.3.2 Protein sidechains i
 

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all X-ray entries followed by that with respect to entries of
similar resolution. The Analysed column shows the number of residues for which the sidechain
conformation was analysed, and the total number of residues.

Mol Chain Analysed Rotameric Outliers Percentiles

1 A 139/122 (114%) 137 (99%) 2 (1%) 78 50

1 B 131/122 (107%) 131 (100%) 0 100 100

All All 270/244 (111%) 268 (99%) 2 (1%) 95 75

All (2) residues with a non-rotameric sidechain are listed below:

Mol Chain Res Type

1 A 121[A] ARG
1 A 121[B] ARG

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. There are no
such sidechains identified.
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5.3.3 RNA i
 

There are no RNA chains in this entry.

5.4 Non-standard residues in protein, DNA, RNA chains i
 

There are no non-standard protein/DNA/RNA residues in this entry.

5.5 Carbohydrates i
 

There are no carbohydrates in this entry.

5.6 Ligand geometry i
 

Of 6 ligands modelled in this entry, 2 are monoatomic - leaving 4 for Mogul analysis.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the chemical component dictionary. The Link
column lists molecule types, if any, to which the group is linked. The Z score for a bond length
(or angle) is the number of standard deviations the observed value is removed from the expected
value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection. RMSZ is
the root-mean-square of all Z scores of the bond lengths (or angles).

Mol Type Chain Res Link
Bond lengths Bond angles

Counts RMSZ #|Z| > 2 Counts RMSZ #|Z| > 2

2 CIT A 301 - 12,12,12 0.88 0 17,17,17 1.64 2 (11%)

2 CIT A 302 3 12,12,12 1.01 0 17,17,17 2.24 9 (52%)

2 CIT B 301 - 12,12,12 1.10 0 17,17,17 2.00 6 (35%)

2 CIT B 302 3 12,12,12 1.21 1 (8%) 17,17,17 2.10 4 (23%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical
component dictionary. Similar counts are reported in the Torsion and Rings columns. ’-’ means
no outliers of that kind were identified.

Mol Type Chain Res Link Chirals Torsions Rings

2 CIT A 301 - - 0/16/16/16 0/0/0/0
2 CIT A 302 3 - 0/16/16/16 0/0/0/0
2 CIT B 301 - - 0/16/16/16 0/0/0/0
2 CIT B 302 3 - 0/16/16/16 0/0/0/0
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All (1) bond length outliers are listed below:

Mol Chain Res Type Atoms Z Observed(Å) Ideal(Å)

2 B 302 CIT C2-C3 2.06 1.50 1.53

All (21) bond angle outliers are listed below:

Mol Chain Res Type Atoms Z Observed(o) Ideal(o)

2 B 302 CIT O6-C6-C3 5.53 120.93 112.89
2 A 301 CIT O6-C6-C3 5.07 120.27 112.89
2 A 302 CIT O6-C6-C3 4.07 118.81 112.89
2 B 302 CIT O7-C3-C6 3.76 114.37 108.95
2 B 301 CIT O6-C6-C3 3.59 118.12 112.89
2 B 302 CIT C3-C4-C5 3.55 105.16 113.77
2 A 302 CIT O4-C5-C4 3.40 126.61 114.63
2 B 301 CIT O4-C5-O3 3.37 114.71 123.30
2 B 301 CIT C3-C4-C5 3.33 121.84 113.77
2 A 302 CIT O2-C1-O1 3.15 115.30 123.30
2 A 302 CIT O2-C1-C2 3.14 125.70 114.63
2 B 301 CIT C3-C2-C1 3.09 106.29 113.77
2 A 302 CIT O3-C5-C4 2.73 114.11 122.74
2 A 302 CIT C4-C3-C6 2.59 104.13 110.12
2 B 302 CIT O6-C6-O5 2.22 116.77 123.76
2 A 302 CIT O6-C6-O5 2.22 116.77 123.76
2 B 301 CIT C2-C3-C6 2.16 105.13 110.12
2 A 302 CIT O7-C3-C4 2.11 113.47 109.22
2 A 302 CIT O7-C3-C6 2.10 105.93 108.95
2 B 301 CIT O6-C6-O5 2.08 117.23 123.76
2 A 301 CIT O2-C1-O1 2.02 118.16 123.30

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

5.7 Other polymers i
 

There are no such residues in this entry.

5.8 Polymer linkage issues

There are no chain breaks in this entry.
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6 Fit of model and data i
 

6.1 Protein, DNA and RNA chains i
 

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95th percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9’ lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol Chain Analysed <RSRZ> #RSRZ>2 OWAB(Å2) Q<0.9

1 A 134/134 (100%) 0.05 2 (1%) 70 77 15, 21, 34, 45 1 (0%)

1 B 134/134 (100%) -0.03 1 (0%) 84 90 16, 25, 39, 47 3 (2%)

All All 268/268 (100%) 0.01 3 (1%) 77 84 15, 23, 37, 47 4 (1%)

All (3) RSRZ outliers are listed below:

Mol Chain Res Type RSRZ

1 B 0 MET 2.4
1 A 128[A] HIS 2.3
1 A 85 LEU 2.1

6.2 Non-standard residues in protein, DNA, RNA chains i
 

There are no non-standard protein/DNA/RNA residues in this entry.

6.3 Carbohydrates i
 

There are no carbohydrates in this entry.

6.4 Ligands i
 

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95th percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy
less than 0.9.
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Mol Type Chain Res Atoms RSR LLDF B-factors(Å2) Q<0.9

2 CIT B 302 13/13 0.22 5.46 20,28,32,33 13

2 CIT A 301 13/13 0.12 3.49 22,26,33,35 0

2 CIT A 302 13/13 0.26 3.04 15,18,28,29 13
2 CIT B 301 13/13 0.12 1.10 21,28,35,41 0
3 FE A 303 1/1 0.07 -2.19 16,16,16,16 1
3 FE B 303 1/1 0.05 -2.70 26,26,26,26 1

6.5 Other polymers i
 

There are no such residues in this entry.
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2.6. Structure of ECP/H128N mutant with sulphate anions at 1.34 Å (PDB ID: 4X08)  
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1 Overall quality at a glance i

The reported resolution of this entry is 1.34 Å.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric
Whole archive

(#Entries)
Similar resolution

(#Entries, resolution range(Å))

Rfree 66092 1196 (1.38-1.30)
Clashscore 79885 1305 (1.38-1.30)

Ramachandran outliers 78287 1262 (1.38-1.30)
Sidechain outliers 78261 1262 (1.38-1.30)

RSRZ outliers 66119 1196 (1.38-1.30)

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the electron density. The red, orange, yellow and green segments on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.

Mol Chain Length Quality of chain

1 A 134
1 B 134

The following table lists non-polymeric compounds that are outliers for geometric or electron-
density-fit criteria:

Mol Type Chain Res Geometry Electron density

2 SO4 A 201 - X
2 SO4 A 202[A] - X
2 SO4 A 202[B] - X
2 SO4 A 204 - X
2 SO4 A 205 - X
2 SO4 A 206 - X

Continued on next page...
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Continued from previous page...
Mol Type Chain Res Geometry Electron density

2 SO4 A 207 - X
2 SO4 B 201 - X
2 SO4 B 202 - X
2 SO4 B 208 - X
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2 Entry composition i
 

There are 3 unique types of molecules in this entry. The entry contains 2837 atoms, of which 0
are hydrogen and 0 are deuterium.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2
atoms.

 Molecule 1 is a protein called Eosinophil cationic protein.

Mol Chain Residues Atoms ZeroOcc AltConf Trace

1 A 133
Total C N O S
1156 717 236 194 9

0 13 0

1 B 134
Total C N O S
1169 728 238 190 13

0 14 0

There are 6 discrepancies between the modelled and reference sequences:

Chain Residue Modelled Actual Comment Reference

A 0 MET - initiating methionine UNP P12724
A 97 ARG THR variant UNP P12724
A 128 ASN HIS engineered mutation UNP P12724
B 0 MET - initiating methionine UNP P12724
B 97 ARG THR variant UNP P12724
B 128 ASN HIS engineered mutation UNP P12724

 Molecule 2 is SULFATE ION (three-letter code: SO4) (formula: O4S).

XCI
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Mol Chain Residues Atoms ZeroOcc AltConf

2 A 1
Total O S

5 4 1
0 0

2 A 1
Total O S
10 8 2

0 1

2 A 1
Total O S

5 4 1
0 0

2 A 1
Total O S

5 4 1
0 0

2 A 1
Total O S

5 4 1
0 0

2 A 1
Total O S

5 4 1
0 0

2 A 1
Total O S

5 4 1
0 0

2 B 1
Total O S

5 4 1
0 0

2 B 1
Total O S

5 4 1
0 0

2 B 1
Total O S

5 4 1
0 0

2 B 1
Total O S

5 4 1
0 0

2 B 1
Total O S

5 4 1
0 0

2 B 1
Total O S
10 8 2

0 1

2 B 1
Total O S

5 4 1
0 0

2 B 1
Total O S

5 4 1
0 0

2 B 1
Total O S

5 4 1
0 0

Molecule 3 is water.

Mol Chain Residues Atoms ZeroOcc AltConf

3 A 210
Total O
210 210

0 0

3 B 212
Total O
212 212

0 0

Page 6 Full wwPDB X-ray Structure Validation Report 4X08

3 Residue-property plots i

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one
outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates
a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
any outlier are shown as a green connector. Residues present in the sample, but not in the model,
are shown in grey.
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4 Data and refinement statistics i
 

Property Value Source

Space group C 1 2 1 Depositor

Cell constants
a, b, c, α, β, γ

92.87Å 51.10Å 55.60Å
90.00◦ 111.09◦ 90.00◦

Depositor

Resolution (Å)
41.37 – 1.34
41.37 – 1.34

Depositor
EDS

% Data completeness
(in resolution range)

98.8 (41.37-1.34)
98.8 (41.37-1.34)

Depositor
EDS

Rmerge 0.04 Depositor
Rsym (Not available) Depositor

< I/σ(I) > 1 1.90 (at 1.34Å) Xtriage
Refinement program PHENIX (phenix.refine: 1.9 1692) Depositor

R, Rfree

0.184 , 0.218
0.184 , 0.217

Depositor
DCC

Rfree test set 2623 reflections (4.86%) DCC

Wilson B-factor (Å2) 12.3 Xtriage
Anisotropy 0.059 Xtriage

Bulk solvent ksol(e/Å3), Bsol(Å
2) 0.35 , 38.0 EDS

Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning < |L| > = 0.47, < L2 > = 0.30 Xtriage

Outliers 0 of 54033 reflections Xtriage
Fo,Fc correlation 0.96 EDS

Total number of atoms 2837 wwPDB-VP

Average B, all atoms (Å2) 17.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patter-
son function is 10.09% of the height of the origin peak. No significant pseudotranslation is de-
tected.

1Intensities estimated from amplitudes.
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5 Model quality i
 

5.1 Standard geometry i
 

Bond lengths and bond angles in the following residue types are not validated in this section:
SO4

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z| > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

Mol Chain
Bond lengths Bond angles

RMSZ #|Z| >5 RMSZ #|Z| >5

1 A 0.34 0/1239 0.53 0/1688
1 B 0.35 0/1250 0.55 0/1698

All All 0.34 0/2489 0.54 0/3386

There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no planarity outliers.

5.2 Close contacts i
 

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the
Clashes column.

Mol Chain Non-H H(model) H(added) Clashes Symm-Clashes

1 A 1156 0 1124 22 1
1 B 1169 0 1156 11 0
2 A 40 0 0 6 1
2 B 50 0 0 4 0
3 A 210 0 0 12 1
3 B 212 0 0 6 0

All All 2837 0 2280 34 2

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 7.
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All (34) close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(Å) Clash(Å)

2:B:203:SO4:O3 3:B:301:HOH:O 1.96 0.83
1:A:39:ASN:O 3:A:301:HOH:O 1.95 0.83

1:B:36:ARG:NH1 3:B:302:HOH:O 2.10 0.82
1:A:66:ARG:NH2 2:A:205:SO4:O3 2.12 0.79

1:A:85:LEU:N 3:A:301:HOH:O 2.15 0.79
2:A:206:SO4:O2 3:A:448:HOH:O 2.04 0.74

1:B:82[B]:HIS:ND1 3:B:450:HOH:O 2.19 0.71
1:A:122[A]:TYR:OH 3:A:441:HOH:O 2.09 0.70
1:B:128:ASN:OD1 3:B:493:HOH:O 2.12 0.67
1:A:97:ARG:NH2 3:A:306:HOH:O 2.27 0.67
1:B:37[A]:CYS:SG 3:B:505:HOH:O 2.52 0.66

1:A:101[B]:ARG:NH2 3:A:308:HOH:O 2.31 0.63
1:B:42:THR:OG1 1:B:82[B]:HIS:HD2 1.86 0.59

1:A:86[A]:ILE:HG12 1:A:97:ARG:O 2.03 0.58
2:B:202:SO4:O4 3:B:303:HOH:O 2.17 0.58

1:A:19[B]:ASN:OD1 1:B:33:TYR:OH 2.16 0.57
1:A:122[A]:TYR:OH 1:B:49:ALA:HB2 2.10 0.52
1:B:86[A]:ILE:HD11 1:B:99:ALA:HB2 1.94 0.49
1:A:104:ARG:NH1 2:A:203:SO4:O3 2.46 0.48
1:A:77:ARG:NE 2:A:203:SO4:O4 2.27 0.48

1:A:101[B]:ARG:HG3 3:A:463:HOH:O 2.13 0.47
1:A:28:ARG:HG3 3:A:321:HOH:O 2.15 0.47
1:A:75:ARG:HB2 2:A:206:SO4:O1 2.17 0.45
1:A:68:LEU:HD13 3:A:485:HOH:O 2.17 0.43
1:A:98:TYR:HE2 3:A:301:HOH:O 2.01 0.43
1:B:77:ARG:NH1 2:B:205:SO4:O2 2.48 0.42

1:A:53[B]:ASN:OD1 3:A:302:HOH:O 2.22 0.42
1:A:82[A]:HIS:NE2 1:A:84:ASP:OD1 2.53 0.42
1:A:92:ASN:HB3 3:A:359:HOH:O 2.20 0.42
1:A:66:ARG:HB3 2:A:205:SO4:O4 2.20 0.41
1:B:57:ASN:HB3 2:B:206[A]:SO4:O3 2.20 0.41
1:A:18:LEU:HD12 1:A:18:LEU:HA 1.91 0.41
1:B:82[A]:HIS:NE2 1:B:84:ASP:OD1 2.52 0.41

1:A:2:PRO:HA 1:A:3:PRO:HD3 1.86 0.40

All (2) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Atom-1 Atom-2 Distance(Å) Clash(Å)

1:A:32:ASN:ND2 2:A:205:SO4:O1[4 556] 2.04 0.16
3:A:321:HOH:O 3:A:413:HOH:O[4 556] 2.17 0.03
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5.3 Torsion angles

5.3.1 Protein backbone i
 

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution.

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol Chain Analysed Favoured Allowed Outliers Percentiles

1 A 144/134 (108%) 141 (98%) 2 (1%) 1 (1%) 30 5

1 B 146/134 (109%) 145 (99%) 1 (1%) 0 100 100

All All 290/268 (108%) 286 (99%) 3 (1%) 1 (0%) 43 18

All (1) Ramachandran outliers are listed below:

Mol Chain Res Type

1 A 91 GLN

5.3.2 Protein sidechains i
 

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all X-ray entries followed by that with respect to entries of
similar resolution. The Analysed column shows the number of residues for which the sidechain
conformation was analysed, and the total number of residues.

Mol Chain Analysed Rotameric Outliers Percentiles

1 A 135/123 (110%) 133 (98%) 2 (2%) 76 40

1 B 137/123 (111%) 133 (97%) 4 (3%) 55 14

All All 272/246 (111%) 266 (98%) 6 (2%) 82 23

All (6) residues with a non-rotameric sidechain are listed below:

Mol Chain Res Type

1 A 122[A] TYR
1 A 122[B] TYR
1 B 37[A] CYS
1 B 37[B] CYS
1 B 76[A] PHE
1 B 76[B] PHE

XCIV
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Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. There are no
such sidechains identified.

5.3.3 RNA i
 

There are no RNA chains in this entry.

5.4 Non-standard residues in protein, DNA, RNA chains i
 

There are no non-standard protein/DNA/RNA residues in this entry.

5.5 Carbohydrates i
 

There are no carbohydrates in this entry.

5.6 Ligand geometry i
 

18 ligands are modelled in this entry.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the chemical component dictionary. The Link
column lists molecule types, if any, to which the group is linked. The Z score for a bond length
(or angle) is the number of standard deviations the observed value is removed from the expected
value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection. RMSZ is
the root-mean-square of all Z scores of the bond lengths (or angles).

Mol Type Chain Res Link
Bond lengths Bond angles

Counts RMSZ #|Z| > 2 Counts RMSZ #|Z| > 2

2 SO4 A 201 - 4,4,4 0.19 0 6,6,6 0.11 0
2 SO4 A 202[A] - 4,4,4 0.19 0 6,6,6 0.07 0
2 SO4 A 202[B] - 4,4,4 0.22 0 6,6,6 0.09 0
2 SO4 A 203 - 4,4,4 0.22 0 6,6,6 0.09 0
2 SO4 A 204 - 4,4,4 0.21 0 6,6,6 0.07 0
2 SO4 A 205 - 4,4,4 0.45 0 6,6,6 0.29 0
2 SO4 A 206 - 4,4,4 0.34 0 6,6,6 0.26 0
2 SO4 A 207 - 4,4,4 0.21 0 6,6,6 0.12 0
2 SO4 B 201 - 4,4,4 0.20 0 6,6,6 0.09 0
2 SO4 B 202 - 4,4,4 0.16 0 6,6,6 0.23 0
2 SO4 B 203 - 4,4,4 0.28 0 6,6,6 0.13 0
2 SO4 B 204 - 4,4,4 0.31 0 6,6,6 0.40 0
2 SO4 B 205 - 4,4,4 0.17 0 6,6,6 0.07 0
2 SO4 B 206[A] - 4,4,4 0.14 0 6,6,6 0.09 0
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Mol Type Chain Res Link
Bond lengths Bond angles

Counts RMSZ #|Z| > 2 Counts RMSZ #|Z| > 2

2 SO4 B 206[B] - 4,4,4 0.11 0 6,6,6 0.11 0
2 SO4 B 207 - 4,4,4 0.18 0 6,6,6 0.14 0
2 SO4 B 208 - 4,4,4 0.30 0 6,6,6 0.19 0
2 SO4 B 209 - 4,4,4 0.24 0 6,6,6 0.15 0

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical
component dictionary. Similar counts are reported in the Torsion and Rings columns. ’-’ means
no outliers of that kind were identified.

Mol Type Chain Res Link Chirals Torsions Rings

2 SO4 A 201 - - 0/0/0/0 0/0/0/0
2 SO4 A 202[A] - - 0/0/0/0 0/0/0/0
2 SO4 A 202[B] - - 0/0/0/0 0/0/0/0
2 SO4 A 203 - - 0/0/0/0 0/0/0/0
2 SO4 A 204 - - 0/0/0/0 0/0/0/0
2 SO4 A 205 - - 0/0/0/0 0/0/0/0
2 SO4 A 206 - - 0/0/0/0 0/0/0/0
2 SO4 A 207 - - 0/0/0/0 0/0/0/0
2 SO4 B 201 - - 0/0/0/0 0/0/0/0
2 SO4 B 202 - - 0/0/0/0 0/0/0/0
2 SO4 B 203 - - 0/0/0/0 0/0/0/0
2 SO4 B 204 - - 0/0/0/0 0/0/0/0
2 SO4 B 205 - - 0/0/0/0 0/0/0/0
2 SO4 B 206[A] - - 0/0/0/0 0/0/0/0
2 SO4 B 206[B] - - 0/0/0/0 0/0/0/0
2 SO4 B 207 - - 0/0/0/0 0/0/0/0
2 SO4 B 208 - - 0/0/0/0 0/0/0/0
2 SO4 B 209 - - 0/0/0/0 0/0/0/0

There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

5.7 Other polymers i
 

There are no such residues in this entry.
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5.8 Polymer linkage issues

There are no chain breaks in this entry.
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6 Fit of model and data i
 

6.1 Protein, DNA and RNA chains i
 

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95th percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9’ lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol Chain Analysed <RSRZ> #RSRZ>2 OWAB(Å2) Q<0.9

1 A 133/134 (99%) 0.28 6 (4%) 32 37 8, 13, 25, 48 2 (1%)

1 B 134/134 (100%) 0.26 6 (4%) 32 37 8, 13, 23, 45 0

All All 267/268 (99%) 0.27 12 (4%) 32 37 8, 13, 24, 48 2 (0%)

All (12) RSRZ outliers are listed below:

Mol Chain Res Type RSRZ

1 A 35 TRP 5.3
1 B 0 MET 5.1
1 A 91 GLN 4.4
1 A 133 ILE 3.7
1 B 76[A] PHE 3.7
1 A 89 GLY 3.4
1 A 86[A] ILE 2.6
1 A 90 ALA 2.5
1 B 133 ILE 2.4
1 B 91 GLN 2.4
1 B 86[A] ILE 2.2
1 B 95[A] ASN 2.1

6.2 Non-standard residues in protein, DNA, RNA chains i
 

There are no non-standard protein/DNA/RNA residues in this entry.

6.3 Carbohydrates i
 

There are no carbohydrates in this entry.
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6.4 Ligands i
 

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95th percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy
less than 0.9.

Mol Type Chain Res Atoms RSR LLDF B-factors(Å2) Q<0.9

2 SO4 A 202[B] 5/5 0.19 12.41 30,33,36,38 5

2 SO4 A 202[A] 5/5 0.19 9.92 29,31,34,38 5

2 SO4 B 202 5/5 0.20 8.62 20,37,55,56 0

2 SO4 A 205 5/5 0.21 8.55 11,20,28,30 5

2 SO4 A 204 5/5 0.20 7.41 14,16,19,21 5

2 SO4 B 208 5/5 0.19 5.82 18,24,26,30 5

2 SO4 A 206 5/5 0.18 3.27 16,23,30,35 5

2 SO4 A 201 5/5 0.20 3.22 43,45,52,56 0

2 SO4 A 207 5/5 0.12 2.45 19,26,29,33 5

2 SO4 B 201 5/5 0.16 2.15 31,36,39,40 5
2 SO4 B 205 5/5 0.21 1.17 42,47,52,53 0
2 SO4 B 206[B] 5/5 0.15 0.81 12,14,17,19 5
2 SO4 B 203 5/5 0.13 0.74 17,21,29,32 5
2 SO4 B 206[A] 5/5 0.15 0.71 12,13,15,19 5
2 SO4 B 207 5/5 0.10 0.54 18,19,24,25 5
2 SO4 B 204 5/5 0.12 -0.05 16,17,23,25 0
2 SO4 B 209 5/5 0.12 -0.34 16,20,24,25 5
2 SO4 A 203 5/5 0.10 -0.71 21,25,28,31 5

6.5 Other polymers i
 

There are no such residues in this entry.
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  Annex 

2.7. Structure of human RNase 6 in complex with sulphate anions at 1.72 Å (PDB ID: 
4X09)  

XCVIII



Full wwPDB X-ray Structure Validation Report i

Dec 11, 2014 – 10:00 AM EST

PDB ID : 4X09
Title : Structure of human RNase 6 in complex with sulphate anions

Authors : Arranz, J.; Blanco, J.A.; Pulido, D.; Moussaoui, M.; Boix, E.
Deposited on : 2014-11-21

Resolution : 1.72 Å(reported)
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1 Overall quality at a glance i

The reported resolution of this entry is 1.72 Å.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric
Whole archive

(#Entries)
Similar resolution

(#Entries, resolution range(Å))

Rfree 66092 2979 (1.74-1.70)
Clashscore 79885 3506 (1.74-1.70)

Ramachandran outliers 78287 3449 (1.74-1.70)
Sidechain outliers 78261 3449 (1.74-1.70)

RSRZ outliers 66119 2979 (1.74-1.70)

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the electron density. The red, orange, yellow and green segments on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.

Mol Chain Length Quality of chain

1 A 127

XCIX
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2 Entry composition i

There are 3 unique types of molecules in this entry. The entry contains 1223 atoms, of which 0
are hydrogen and 0 are deuterium.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2
atoms.

Molecule 1 is a protein called Ribonuclease K6.

Mol Chain Residues Atoms ZeroOcc AltConf Trace

1 A 127
Total C N O S
1049 661 197 181 10

0 4 0

Molecule 2 is SULFATE ION (three-letter code: SO4) (formula: O4S).

Mol Chain Residues Atoms ZeroOcc AltConf

2 A 1
Total O S

5 4 1
0 0

2 A 1
Total O S

5 4 1
0 0

Molecule 3 is water.

Mol Chain Residues Atoms ZeroOcc AltConf

3 A 164
Total O
164 164

0 0

Page 4 Full wwPDB X-ray Structure Validation Report 4X09

3 Residue-property plots i

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one
outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates
a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
any outlier are shown as a green connector. Residues present in the sample, but not in the model,
are shown in grey.

• Molecule 1: Ribonuclease K6
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4 Data and refinement statistics i
 

Property Value Source

Space group P 21 21 21 Depositor

Cell constants
a, b, c, α, β, γ

27.73Å 38.86Å 97.97Å
90.00◦ 90.00◦ 90.00◦

Depositor

Resolution (Å)
48.98 – 1.72
48.98 – 1.72

Depositor
EDS

% Data completeness
(in resolution range)

99.2 (48.98-1.72)
99.2 (48.98-1.72)

Depositor
EDS

Rmerge 0.03 Depositor
Rsym (Not available) Depositor

< I/σ(I) > 1 2.16 (at 1.72Å) Xtriage
Refinement program PHENIX (phenix.refine: 1.9 1692) Depositor

R, Rfree

0.208 , 0.255
0.209 , 0.254

Depositor
DCC

Rfree test set 579 reflections (4.94%) DCC

Wilson B-factor (Å2) 24.7 Xtriage
Anisotropy 0.081 Xtriage

Bulk solvent ksol(e/Å3), Bsol(Å
2) 0.30 , 47.0 EDS

Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning < |L| > = 0.45, < L2 > = 0.28 Xtriage

Outliers 1 of 11717 reflections (0.009%) Xtriage
Fo,Fc correlation 0.95 EDS

Total number of atoms 1223 wwPDB-VP

Average B, all atoms (Å2) 30.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patter-
son function is 11.27% of the height of the origin peak. No significant pseudotranslation is de-
tected.

1Intensities estimated from amplitudes.
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5 Model quality i
 

5.1 Standard geometry i
 

Bond lengths and bond angles in the following residue types are not validated in this section:
SO4

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z| > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

Mol Chain
Bond lengths Bond angles

RMSZ #|Z| >5 RMSZ #|Z| >5

1 A 0.41 0/1096 0.62 0/1484

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying
if the center is modelled as a planar moiety or with the opposite hand. A planarity outlier is
detected by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms
of a sidechain that are expected to be planar.

Mol Chain #Chirality outliers #Planarity outliers

1 A 0 2

There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

All (2) planarity outliers are listed below:

Mol Chain Res Type Group

1 A 16 ILE Peptide
1 A 17 GLN Peptide

5.2 Close contacts i
 

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the
Clashes column.

CI
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Mol Chain Non-H H(model) H(added) Clashes Symm-Clashes

1 A 1049 0 1028 34 0
2 A 10 0 0 2 0
3 A 164 0 0 21 0

All All 1223 0 1028 36 0

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 17.

All (36) close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(Å) Clash(Å)

1:A:17:GLN:HG3 1:A:18:PRO:HD3 1.52 0.92
1:A:87:LYS:HD2 1:A:88:TYR:H 1.43 0.82
1:A:65:ARG:NH2 3:A:301:HOH:O 2.14 0.80
1:A:36:HIS:NE2 3:A:303:HOH:O 2.16 0.77

1:A:4[B]:ARG:NH1 3:A:306:HOH:O 2.26 0.68
1:A:127:LEU:O 3:A:458:HOH:O 2.11 0.68
1:A:2:PRO:HD2 1:A:6:THR:HA 1.76 0.67

1:A:107:ASP:OD1 3:A:302:HOH:O 2.14 0.65
1:A:101:PHE:HB2 1:A:127:LEU:HD12 1.79 0.64

1:A:62:CYS:O 1:A:65:ARG:NH1 2.31 0.63
1:A:87:LYS:HD2 1:A:88:TYR:N 2.13 0.61
1:A:32:ASN:HB3 3:A:382:HOH:O 1.99 0.61

1:A:92[A]:ARG:NH2 3:A:456:HOH:O 2.35 0.59
1:A:17:GLN:HG3 1:A:18:PRO:CD 2.31 0.59
1:A:14:GLN:NE2 3:A:310:HOH:O 2.36 0.58
1:A:22:GLN:NE2 1:A:24:ASN:HB2 2.20 0.56
1:A:16:ILE:HG22 1:A:17:GLN:HB3 1.87 0.56

1:A:4[B]:ARG:HG2 3:A:381:HOH:O 2.05 0.56
1:A:4[B]:ARG:NH2 3:A:311:HOH:O 2.39 0.56

1:A:19:SER:N 3:A:308:HOH:O 2.33 0.55
1:A:79:THR:HB 3:A:454:HOH:O 2.06 0.55

1:A:111[B]:LYS:HD2 1:A:112:SER:N 2.23 0.54
1:A:2:PRO:HB2 1:A:5:LEU:O 2.09 0.53

1:A:110:GLN:NE2 3:A:448:HOH:O 2.41 0.52
1:A:4[A]:ARG:NH2 3:A:313:HOH:O 2.43 0.51

1:A:3:LYS:O 1:A:5:LEU:N 2.44 0.50
1:A:24:ASN:ND2 3:A:456:HOH:O 2.47 0.48
1:A:18:PRO:HD2 3:A:442:HOH:O 2.14 0.46
2:A:201:SO4:O4 3:A:304:HOH:O 2.21 0.46

1:A:3:LYS:C 1:A:5:LEU:H 2.19 0.45
1:A:49:GLN:HG3 3:A:395:HOH:O 2.16 0.45
1:A:87:LYS:NZ 3:A:437:HOH:O 2.50 0.44
1:A:63:LYS:HE2 1:A:124:ASP:O 2.20 0.42

Continued on next page...
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Continued from previous page...

Atom-1 Atom-2 Distance(Å) Clash(Å)

1:A:16:ILE:O 1:A:17:GLN:HG2 2.20 0.41
1:A:101:PHE:HD1 3:A:458:HOH:O 2.03 0.41
2:A:202:SO4:O1 3:A:305:HOH:O 2.21 0.41

There are no symmetry-related clashes.

5.3 Torsion angles

5.3.1 Protein backbone i
 

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution.

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol Chain Analysed Favoured Allowed Outliers Percentiles

1 A 129/127 (102%) 119 (92%) 3 (2%) 7 (5%) 3 0

All (7) Ramachandran outliers are listed below:

Mol Chain Res Type

1 A 17 GLN
1 A 20 PRO
1 A 87 LYS
1 A 3 LYS
1 A 2 PRO
1 A 4[A] ARG
1 A 4[B] ARG

5.3.2 Protein sidechains i
 

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all X-ray entries followed by that with respect to entries of
similar resolution. The Analysed column shows the number of residues for which the sidechain
conformation was analysed, and the total number of residues.

Mol Chain Analysed Rotameric Outliers Percentiles

1 A 121/117 (103%) 115 (95%) 6 (5%) 34 11

CII
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All (6) residues with a non-rotameric sidechain are listed below:

Mol Chain Res Type

1 A 21 LEU
1 A 28 SER
1 A 59[A] SER
1 A 59[B] SER
1 A 67 HIS
1 A 125 SER

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (2) such
sidechains are listed below:

Mol Chain Res Type

1 A 35 GLN
1 A 49 GLN

5.3.3 RNA i
 

There are no RNA chains in this entry.

5.4 Non-standard residues in protein, DNA, RNA chains i
 

There are no non-standard protein/DNA/RNA residues in this entry.

5.5 Carbohydrates i
 

There are no carbohydrates in this entry.

5.6 Ligand geometry i
 

2 ligands are modelled in this entry.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the chemical component dictionary. The Link
column lists molecule types, if any, to which the group is linked. The Z score for a bond length
(or angle) is the number of standard deviations the observed value is removed from the expected
value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection. RMSZ is
the root-mean-square of all Z scores of the bond lengths (or angles).
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Mol Type Chain Res Link
Bond lengths Bond angles

Counts RMSZ #|Z| > 2 Counts RMSZ #|Z| > 2

2 SO4 A 201 - 4,4,4 0.28 0 6,6,6 0.17 0
2 SO4 A 202 - 4,4,4 0.19 0 6,6,6 0.14 0

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical
component dictionary. Similar counts are reported in the Torsion and Rings columns. ’-’ means
no outliers of that kind were identified.

Mol Type Chain Res Link Chirals Torsions Rings

2 SO4 A 201 - - 0/0/0/0 0/0/0/0
2 SO4 A 202 - - 0/0/0/0 0/0/0/0

There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

5.7 Other polymers i
 

There are no such residues in this entry.

5.8 Polymer linkage issues

There are no chain breaks in this entry.

CIII
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6 Fit of model and data i
 

6.1 Protein, DNA and RNA chains i
 

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95th percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9’ lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol Chain Analysed <RSRZ> #RSRZ>2 OWAB(Å2) Q<0.9

1 A 127/127 (100%) 0.29 10 (7%) 13 15 16, 26, 42, 57 0

All (10) RSRZ outliers are listed below:

Mol Chain Res Type RSRZ

1 A 1 TRP 9.7
1 A 2 PRO 5.9
1 A 87 LYS 3.9
1 A 18 PRO 3.6
1 A 86 GLY 3.6
1 A 20 PRO 3.2
1 A 3 LYS 2.7
1 A 17 GLN 2.3
1 A 4[A] ARG 2.1
1 A 88 TYR 2.1

6.2 Non-standard residues in protein, DNA, RNA chains i
 

There are no non-standard protein/DNA/RNA residues in this entry.

6.3 Carbohydrates i
 

There are no carbohydrates in this entry.

6.4 Ligands i
 

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95th percentile and maximum values of B factors
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of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy
less than 0.9.

Mol Type Chain Res Atoms RSR LLDF B-factors(Å2) Q<0.9

2 SO4 A 202 5/5 0.15 1.41 36,39,51,55 0
2 SO4 A 201 5/5 0.08 -0.76 32,34,35,46 0

6.5 Other polymers i
 

There are no such residues in this entry.

CIV



 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 



 
 




