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Table S1. Ligand orientation relative to heme. 
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3,4-disubstituted 
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2,4-disubstituted 
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2,4-disubstituted 



Compound Structure Ring close to HEME 
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2,4-disubstituted 
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2,4-disubstituted 
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2,4-disubstituted 
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3’-monosubstituted 
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2,4-disubstituted 
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unsubstituted 
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4’(SMe)-substituted 

13 

 

4’(OMe)-substituted 
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3,4-disubstituted 
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4’(SMe)-substituted 
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3,4-disubstituted 



Compound Structure Ring close to HEME 
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4’(OMe)-substituted 
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2’,3’-disubstituted 
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4’(OMe)-substituted 
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2,4-disubstituted 
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3,4-disubstituted 
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3,4-disubstituted 
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3,4-disubstituted 
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4(SMe)-substituted 
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3,4-disubstituted 



Compound Structure Ring close to HEME 

28 

 

4’(OMe) –substituted 
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4(SMe)–substituted 
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4(SMe)–substituted 
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4(SMe)–substituted 
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4(SMe)–substituted 
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4(SMe)–substituted 
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4(SMe)–substituted 
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4(SMe)-substituted 
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3,4-disubstituted 
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3’4’5’-trisubstituted 
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3,4-disubstituted 



Compound Structure Ring close to HEME 
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3,4-disubstituted 
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4(SMe)–substituted 
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3,5-disubstituted 

 

 


