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Table S1: Statistics for AncTx1-W28R/I38S : 

Data collection, processing and refinement 

 

 

 

 

 

 

 

 

 

  

 

PDB code 5MG9 

Data Collection  

Synchrotron source ESRF, Massif-1  ID30A-1 

Wavelength (Å) 0.965 

Space group P3 1 21 

Unit-cell parameters (Å)  41.1 41.1 67.1 

Molec./asym. 1 

Resolution (Å) 35.6-1.8 (1.91-1.80) 

R meas (%) 11.2 (161.5) 

R factor (%) 7.8 (152.4) 

Mean I/ σ ( I) 13.05 (1.21) 

CC(1/2) (%) 99.9 (75.6) 

Completeness (%) 100 (100) 

Multiplicity 9.34 (9.21) 

Refinement  

Resolution (Å) 35.6-1.80 (1.91-1.80) 

No. of reflections 11685 (1785) 

No. of reflections (non-anomalous) 6410  

Rwork (%) 20.32 (38.69) 

Rfree (%) 23.65 (41.17) 

r.m.s. deviations  

Bond lengths (Å) 0.026 

Bond angles (°) 7.679 

Ramachandran  

favoured (%) 98.4 

outliers (%) 0 
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Suppl. Fig. S1. Far-ultraviolet CD spectra  of the different ancestral toxins. 

The spectra were recorded in water at 20°C at a peptide concentration of 5 µM 
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Suppl. Fig. S2. Inhibition of 
3
H-Prazosin binding on various α1-adrenoceptors and  

3
H-rauwolscine on 

α2C subtype by by natural and ancestral toxins 
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Suppl. Fig. S3. Inhibition binding curves of AncTx5 on α2-adrenoceptors, dopamine D3 and 

muscarinic M4 receptors (left). Inhibition binding curves of AncTx6 on α2B-adrenoceptor (right). 


