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Novel interaction mechanism of a domain antibody based inhibitor of human vascular 
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SUPPLEMENTAL DATA. 

SI Figure 1: Sample electron density maps of the Vk dAb/VEGF-107 interaction, (A) Vk dAb  L chain 

and (B) M chain and VH dAb/VEGF-107 complexes, (C) VH dAb  L chain and (D) M chain. 

(A) 

 
2fofc (dark blue contoured at 1.5sigma) electron density 

map of interface region of Vk/VEGF focused on L chain of 

Vk dAb 

(V Chain of VEGF(pink); W chain of VEGF (magenta); L chain 

of Vk dAb (light green) ; M chain of Vk dAb (green) 

(B) 

 
2fofc (dark blue contoured at 1.5sigma) electron density 

map of interface region of Vk/VEGF focused on M chain of 

Vk dAb 

(V Chain of VEGF(pink); W chain of VEGF (magenta); L chain 

of Vk dAb (light green) ; M chain of Vk dAb (green) 

(C) 

 
2fofc electron density map of interface region of VH/VEGF 

focused on M chain of VH dAb 

(2fofc map dark blue contoured at 1.5sigma, light blue at 

1sigma) 

(V Chain of VEGF(pink); W chain of VEGF (magenta); A chain 

of VH dAb (light green) ; B chain of VH dAb (green) 

(D) 

 
2fofc electron density map of interface region of VH/VEGF 

focused on M chain of VH dAb 

(2fofc map dark blue contoured at 1.5sigma, light blue at 

1sigma) 

V Chain of VEGF(pink); W chain of VEGF (magenta); A chain 
of VH dAb (light green) ; B chain of VH dAb (green 
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SI Table 1: Statistics for Xray data collection and refinement  

(collection on a single crystal) VK dAb: VEGF VH dAb: VEGF 
Data collection *   
Space group I222 C2 

Cell dimensions   

    a, b, c (Å) 61.22, 147.13, 175.17 107.11, 130.40, 81.18 

 ()  90.000, 90.000, 90.000 90.000, 106.53, 90.000 

Resolution (Å) 73.56-2.70 (2.85-2.70) 

 

51.34-3.45 (3.64-3.45) 

 
Rmerge 0.088 (0.482) 0.0112 (0.439) 

I/I 18.5 (3.8) 7.8 (2.7) 

Completeness (%) 99.5 (100.0)  99.4 (99.9)  

Redundancy 6.6 (6.8) 3.8 (3.7) 

   

Refinement   

Resolution (Å) 73.56 -2.70 51.34 -3.45 

No. reflections 145182 (21768) 52467 (7842) 

No. uniq reflections 22056 (3181) 14048 (2066) 

Rwork/ Rfree 0.205/0.261 0.214/0.262 

No. atoms 3329 5024 

    Protein 3256 5024 

    Ligand/ion 0/0 0/0 

    Water 73 0 

B-factors   

    Protein 74.625 110.313 

    Ligand/ion 0/0 0/0 

    Water 63.849 / 

R.m.s deviations   

    Bond lengths (Å)  0.007 0.004 

    Bond angles (º) 1.202 0.967 

   

Ramachandran plot #   

Most favoured regions [%] 91 88.3 

Additional allowed regions 

[%] 

9 11.7 

Generously allowed regions 

[%] 

0 0 

Disallowed regions [%] 0 0 

   

 
 Highest resolution shell is shown in parenthesis 
#       Calculated by Procheck 

 


