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11 Supplementary 

Supplementary Table 1: NMR Constraints and Statistics for the final set of structures. 

Non-redundant distance and angle constrains   

Total number of NOE restraints 1565 

Short-range NOEs   

Intra-residue (i = j) 421 

Sequential (| i - j | = 1) 400 

Medium-range NOEs (1 < | i - j | < 5) 169 

Long-range NOEs (| i - j | ≥ 5) 569 

Torsion angles 134 

Hydrogen bond restrains 30 

Total number of restricting restraints 1729 

Total restricting restraints per restrained residue 18.6 

Residual constraint violations   

Distance violations per structure   

0.1 – 0.2 Å 0.23 

0.2 – 0.5 Å 0 

> 0.5 Å 0 

r.m.s. of distance violation per constraint 0.01 Å 

Maximum distance violation 0.19 Å 

Dihedral angle viol. per structure   

1 – 10 ° 2.49 

> 10 ° 0 

r.m.s. of dihedral violations per constraint 0.66° 

Maximum dihedral angle viol. 8.50° 

Ramachandran plot summary   

Most favoured regions 89.6% 

Additionally allowed regions 10.4% 

Generously allowed regions 0.0% 

Disallowed regions 0.0% 

r.m.s.d. to the mean structure All / ordered1 

All backbone atoms 1. 0.8 Å 

All heavy atoms 1.4 / 1.2 Å 

PDB entry 7OMK 

BMRB accession code 34630 

1Residues with sum of phi and psi order parameters > 1.8 
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Supplementary Table 2: Crystallographic statistics PDB ID = 7Z5A 

Crystal structure mNEIL3(NEI)-DNAhp 

Diffraction source Bessy 14.2 

Wavelength (Å) 0.9184  

Space group P 21 21 21 

Cell (a, b, c) (Å) 56.16 71.56 94.44  

Cell (α, β, γ) (°) 90.0 90.0 90.0 

Resolution range (Å) 28.85 - 2.28 (2.341 - 2.28) 

Total no. of reflections 212864 (15869) 

No. of unique reflections 17642 (1761) 

Multiplicity 12.1 (10.8) 

Completeness (%) 0.99 (0.96) 

Mean I/σ(I) 9.65 (2.85) 

R-merge (%) 16.75 (62.0) 

CC1/2 0.992 (0.961) 

CC* 0.998 (0.99) 

R-work (%) 23.7 (33.0) [24.6] 

R-free (%) 26.1 (37.2) [27.6] 

Number of non-H atoms 2529 

RMSD Bonds (Å) 0.005 

RMSD Angles (°) 0.85 

Ramachandran (%) 98.06/1.94 

Statistics for the highest-resolution shell are shown in parentheses. 

R-factors were calculated in the refinement in Phenix Refine (5)⁠, those in brackets [R-work/R-free] 

were calculated during deposition (https://deposit-pdbe.wwpdb.org/) 

 

 

 

https://deposit-pdbe.wwpdb.org/
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