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 Oridonin:3C-Nsp9 COV19 
Data collection   
Space group P21 
Cell dimensions  
    a, b, c (Å) 84.01, 88.25, 85.95 
    α, β, γ (°)  90.0, 90.0, 90.0 
Resolution (Å) 88.25-3.00 (3.16-3.00) 
Rpim

1 3.5 (52.5) 
Rmerge 6.3 (92.6) 
I/s1 10.5 (1.5) 
CC1/2 0.999 (0.541) 
Completeness (%) 99.1 (99.6) 
Total No.  observations 
No.  unique observations 

76786 (10764) 
25089 (3682) 

Multiplicity 3.1 (2.9) 

Refinement statistics  
Rfactor 

2 (%) 22.8 
Rfree 

3 (%) 28.7 
No. atoms 

• Protein 
• Water 
• Ligands  

 
7560 
n/a 
8 ODN, 4 SO4  

Ramachandran plot (%)  
• Most favoured 
• Allowed region   
• Outlier 

 
92.1 
8.0 
0.1 (Pro C -1) 

 
B-factors (Å2) – Protein (oridonin) 
rmsd bonds (Å) 
rmsd angles (°) 

 
102.8 (95.8) 
0.011 
1.51 

Supp table 1 Data collection and refinement statistics 

1 Rp.i.m = Shkl [1/(N-1)]1/2  Si | Ihkl, i - <Ihkl> | / Shkl <Ihkl> 

2 Rfactor = ( S | |Fo| - |Fc| | ) / ( S |Fo| )  - for all data except as indicated in footnote 3. 

3 5% of data was used for the Rfree calculation  

Values in parentheses refer to the highest resolution bin 

 
 
 



 

Supplementary Figure 1 

Stereo Omit map contoured at 3σ within the Compound 1 binding site of Nsp9COV19 prior to 
refinement of the molecule within the site.  Colours used are consistent with those of Figure 
2A. 



 

  Supplementary figure 2: 

 A) shows fragmentation of oridonin, including prominent ions at m/z 347.19, 329.18, 301.18 and 
283.17. B-D) Lower mass regions of fragmentation spectra of modified peptides, including 
fragment ions consistent with fragmentation of oridonin(blue arrows). Note, for 
QMSCAAGTTQTACTDDNALAYYNTTK, 347.19 is also the mass of peptide fragment b3 (QMS) (green 
arrows). Spectra were extracted from PEAKS X Pro, lower case c denotes the Cys residue(s) 
modified with oridonin. RT denotes retention time. 
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Supplementary Figure 3 

MMT proliferation assay of different cell types treated with different concentrations of 
compound 1.  Error-bars represent S.D. of three independent replicates. Cells include A) Vero 
cells and B) a wider concentration of compound 1 in Calu-3 cells at the 24 and 48hr HPI (in 
which a broader range of concentrations was tested). 


