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Figure S1 The complete structure quality report from HKL-3000 
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Figure S2 The discrepancy in the reported <I/sigma(I)> values between various wwPDB affiliates for 

the structure 6ZH9. The top of the figure is from the RCSB PDB and the bottom is from the PDBe 

 

 
Figure S3 Chemical structures of unique inhibitors bound in PLpro structures. The compounds are 

labeled with the inhibitor name as reported in the PDB title/header. The PDB ligand codes are in 

parentheses. 
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Figure S4 Plots showing the overall structure quality P(Q1) as a function of structure resolution for 

the main proteases (orange) and papain-like proteases (blue). It is clear that resolution cannot be the 

only parameter used to select the best structural model for subsequent studies, like docking or other 

computational studies. The lines are only for eye-guidance. 
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Figure S5 Contact map of residues from PLpro PDB deposits that indicates in how many models a 

given pair of residues are closer than 4.0 Å. Contacts between two consecutive residues are excluded. 
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Figure S6 Vaccine Distribution and Administration in the Commonwealth of Virginia, USA. The blue 

circles represent the rank of efficiency defined as the fraction of distributed vaccine doses that were 

administered on a given date.  Green circles represent the efficiency, which exceeded 80% as of 

2/9/2021. On that date, Virginia ranked number one in efficiency among states that had administered 

more than 1 million vaccine doses. As the vaccination data are updated regularly, the current 

Commonwealth of Virginia efficiency is presented at https://virginia.bioreproducibility.org. Source: 

https://www.beckershospitalreview.com/public-health/states-ranked-by-percentage-of-covid-19-

vaccines-administered.html and New York Times. 

 

 


