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1. Methods

1.1. Purification, crystallization, data collection and structure determination of 

cgAUS1

The protein purification, protein crystallization, data collection and the data 

processing has been described previously.1,2,3 The structures were solved and 

refined using Phenix4 as described previously.5 Restraints for the 

polyoxometalate hexatungstotellurate(VI) (TEW) were obtained with 

PHENIX.reel and PHENIX.elbow as reported previously6,7,8 using the crystal 

structure of TEW.9 Restraints for GluTEW were obtained analogously after 

placing the atoms into the electron density. The quality of the models was 

validated by MOLPROBITY.10 The models were refined using PHENIX.refine. 

Weak data (mean I/σI < 2) were included in the final refinement, in the case 

that they improved the models and their stereochemistry.11 The final 

refinement statistics have been presented previously5 and the models have 

been deposited in the PDB (http://www.rcsb.org) as entries 4Z11 and 4Z13 

corresponding to data sets 4 and 7, respectively in Molitor et al..3 

1.2. Structure analysis and graphical representation

Calculations for the electrostatic surface potential of pro-AUS1 were performed 

using the PDB2PQR12 webserver and the APBS13 webserver. Protein-POM 

interactions were analyzed and visualized with LigPlot+.14 Molecular graphics 

images were generated with PyMOL (http://www.pymol.org/) and VMD.15
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2. Additional Figures

Fig. S1. Comparison of the binding sites of TEW and GluTEW. (a) TEW interacts with 5 lysine 

residues originating from three different pro-AUS1 monomers. The distance of their Cα 

atoms range between 10 and 20 Å (shortest distance: 10.7 Å). (b) Due to its binding deep 

inside a cleft, the shortest intermolecular distance between Cα atoms of GluTEW binding 

residues is as short as 5.0 Å.
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Fig. S2. Comparison of the electron densities of the GluTEW and TEW binding sites. The 

2Fo-Fc electron density maps (blue mesh) are contoured at 1.0 σ and the anomalous Fourier 

difference maps (green mesh) are contoured at 3.0 σ. (a) The binding site of GluTEW 

possesses a well-defined electron density. (b) The binding site of TEW displays a not very 

well defined electron density.
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Fig. S3. Superimposition of CrystTEW (chain A) with Cryst1 (chain A) around the GluTEW 

binding site. The structure of CrystTEW is colored green and the structure of Cryst1 is 

colored blue. Due to the binding of GluTEW, the flexible loop region carrying one of three 

proteolytic cleavage sites of cgAUS15 is stabilized. Beside minimal conformational changes of 

the GluTEW binding side chains, no structural changes were observed upon the GluTEW 

binding.
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