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Figure S1: Numbering scheme of N-methyl acetamide used for Tables S1 to S3. 
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Figure S9: Probability distribution of the 13C chemical shifts of the N-methyl group in N-methyl 
acetamide (NMA) calculated from 5000 snapshots along a 10 ns long MD simulation 
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Figure S10: Probability distribution of the 13C chemical shifts of the acetyl methyl group in N-methyl 
acetamide (NMA) calculated from 5000 snapshots along a 10 ns long MD simulation 
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Figure S11: Correlation of 13C NMR chemical shifts of all carbon atoms of the HA2 domain: 
blue: B3LYP/6-31g(d), MD, explicit solvents  
red: B3LYP/6-31g(d), MD, implicit solvents  
magenta: B3LYP/6-311g(d), single point, implicit solvents  
green: B3LYP/6-31g(d), single point, implicit solvents 
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Figure S12: Correlation of 13C NMR chemical shifts of aliphatic carbon atoms of the HA2 domain: 
blue: B3LYP/6-31g(d), MD, explicit solvents  
red: B3LYP/6-31g(d), MD, implicit solvents  
magenta: B3LYP/6-311g(d), single point, implicit solvents  
green: B3LYP/6-31g(d), single point, implicit solvents 
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Figure S13: Correlation of 13C NMR chemical shifts of the carbonyl groups of the HA2 domain: 
blue: B3LYP/6-31g(d), MD, explicit solvents  
red: B3LYP/6-31g(d), MD, implicit solvents  
magenta: B3LYP/6-311g(d), single point, implicit solvents  
green: B3LYP/6-31g(d), single point, implicit solvents 
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