Table1. Data collection and refinement statistics of the complex of lactoperoxidase with nitric oxide at 1.89 Ǻ resolution (Values in parentheses are for the highest resolution shell)
Data collection
Resolution range (Ǻ)						  35.30 – 1.89
Beam line (RRCAT, Indore, India)				   ESRF BM14
Wavelength (Ǻ)                                                                 		         0.97
Space group							          P21
[bookmark: _GoBack]Unit-cell parameters (Ǻ, °)                                       a = 53.99, b = 79.93, c = 76.31 & β = 102.18
Number of molecules in the asymmetric unit     			           1
Vm (Ǻ3/Da)							         2.25		
Solvent Content (%)				  		       45.34
Number of unique reflections			  		      50802
Redundancy                                                                                              4.3
Overall completeness (%)					   99.9 (100)
Rmerge(%)							    9.1 (34.1)
I / σ(I)          							   13.5 (5.0)
CC(1/2)(%)							     94 (89)
Refinement statistics
Rcryst(%)							         20.3
Rfree (2.1% data) (%)				 		         25.8
Assigned residues 						      1 to 595
Number of protein atoms					        4783
Heme moiety atoms						          48
NAG (5) atoms			  				          70
Ca atom							            1
Zn atoms							            2
NO2 atoms							            3
SCN (3) atoms							            9
Iodide atoms                              				                        38
Ethylene glycol (3) atoms					           12
Number of water oxygen atoms					          481
R. m. s. deviations
Bond length (Ǻ)						        0.008
Bond angles (⁰)							         1.60
Dihedral angles (⁰)				              	       15.35
Mean B-factor (Ǻ2)
Main chain							         35.0
Side chain and water oxygen atoms				         36.7
Other atoms (SCNˉ, EDO, I, NO2, Zn)				         36.2
Overall							                      36.0
Ramachandran plot statistics
Residues in the most favored region (%)				         89.8
Residues in the additional allowed region (%)		                        9.4
             Residues in the generously allowed region (%)                                         0.2
Residues in the disallowed region (%)                                                       0.6
PDB ID								        7WYJ
