Concurrent mutations in RNA-dependent RNA polymerase and spike protein emerged as the epidemiologically most successful SARS-CoV-2 variant
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Supplementary information
Supplementary Figure 1. Heat maps representing the pairwise root-mean-square-deviation (RMSD) matrices for RDB and the NTD domains of each the protomers of the wild-type S-protein in the open (magma palette) and closed conformation (virdis palette). Pairwise RMSD matrices were calculated using the python package MDAnalysis 32-35.
Supplementary Figure 2. Heat maps representing the pairwise root-mean-square-deviation (RMSD) matrices for RDB and the NTD domains of each the protomers of the D614G S-protein in the open conformation (magma palette). 
Matrix calculated from a 600ns molecular dynamics simulation initiated in the ‘up’ state (PDBid 6VXX) replacing D614 for glycine in the three protomers of the oligomer. For consistency the simulations used the Amber ff99SB-ILDN force field 28 for proteins, the TIP3P model 29 for water, and the Amber Glycam force field 30,31 for the glycosylated parts of the system. Pairwise RMSD matrices were calculated using the python package MDAnalysis 32-35.
Supplementary Figure 3. Worldwide counts of specific amino acid variants in S-protein and RdRp.
Supplementary Figure 4. Weekly number of mutation variants of both double and single mutations in different countries. Only countries with at least 20 sequences are shown.
Supplementary Table 1. GISAID 23 acknowledgment table.
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