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Table S1.  Seventeen matrix metalloproteinase inhibitors (MMPIs) found to be inactive against 

the anthrax toxin lethal factor, with total Surflex-Dock scores. 

 

Compound Total Surflex-Dock Score (-log Kd) 

 

 

 

M444243 11.48 

 

 

 

M364200 11.31 

 

 

M444239 10.46 
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M444249 9.94 

 

 

 

M444247 9.82 
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M444240 9.38 

 

 

M364210 9.31 

 

M444242 9.15 
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M444225 8.73 
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M233105 8.51 

 

M444237 8.29 

 

 

M444280 7.12 
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M220557 6.78 
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M444274 5.41 

 

 

M682300 4.71 
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Table S2. In vitro assay data for the top five anthrax toxin LF inhibitor hit compounds: 5426202, 

5421384, 5428736, 5426345, and 150002740  

 

(a) 5426202
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(b) 5421384
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(c) 5428736
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(d) 5426345
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(e) 150002740
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Table S3. In vitro assay data for two matrix metalloproteinase inhibitors active against the 

anthrax toxin lethal factor: GM6001 and M444264  

  

(a) GM6001
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(b) M444264
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Table S4. Identity and purity analysis data for the top three anthrax toxin LF inhibitor hit 

compounds: 5426202, 5421384, and 5428736 

(a) 5426202 

 

Chemical Formula: C16H17I2NO 

Exact Mass: 492.9400 

Purity  >95% 

 

Predicted 
1
H NMR spectrum:  
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Observed 
1
H NMR spectrum: 

 

 

LC-MS: 
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(b) 5421384 

N

Cl

OH  

Chemical Formula: C16H18ClNO 

 

Exact Mass: 275.1077 

Purity: >95% 

 

Predicted 
1
H NMR spectrum:  
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Observed 
1
H NMR spectrum: 

 

LC-MS: 
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(c) 5428736 

N

Br

OH  

 

Chemical Formula: C16H18BrNO 

Exact Mass: 319.0572 

Purity: >95% 

 

Predicted 
1
H NMR spectrum:  
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Observed 
1
H NMR spectrum: 

 

LC-MS: 
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LC-MS solvent gradient table: 

Time (min) Flow rate 

(mL/min) 

% solvent A % solvent B 

Initial 0.25 95 5 

5 0.25 5 95 

5.5 0.25 5 95 

6 0.25 95 5 

6.25 0.25 95 5 

 

Solvent A: 95:5 water:acetonitrile with 0.1% formic acid 

Solvent B: 95:5 acetonitrile:water with 0.1% formic acid 

 


