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Table S1: The learning set comprised NS1 inhibitors documented in the existing 

literature and a compound report card from the ChEMBL database. 

Figure S1: Reference inhibitors [24] (blue carbon atoms: A9; yellow carbon 

atoms: A22) with candidate molecules (green carbon atoms: ZINC12895341; 

pink carbon atoms: ZINC12895343) in the H1N1 2009 NS1 effector domain 

inhibitor binding pocket. 

Figure S2: Literature inhibitor A9 in the H1N1 2009 NS1 effector domain 

inhibitor binding pocket, with marked interacting amino acid residues. Green 

lines: hydrogen bonds, pink: alkyl-π/hydrophobic interactions, magenta: π-π 

interactions. 

Figure S3. Literature inhibitor A22 in the H1N1 2009 NS1 effector domain 

inhibitor binding pocket, with marked interacting amino acid residues. Green 

lines: hydrogen bonds, pink: alkyl-π/hydrophobic interactions, magenta: π-π 

interactions. 

Table S2: Docking energy values of the reference inhibitors [24]. 

Table S3: The learning set for HA inhibitors derived from previously published 

titles in the literature. 

Table S4: Table of docking scoring functions for candidate and reference 

compounds. 

Table S5: Comparison of intermolecular contacts between the candidates and 

reference compounds. 

Table S6: Calculated absorption, distribution, metabolism, elimination, and 

toxicity (ADMET) parameters of the compounds. 

 


