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Fig. S1.  Circular dichroism wavelength scans for GB1 and the various fixed composition proteins computed with the tuned force field.
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Fig. S2. The amide region of the 1D "H NMR spectrum of GB1’s unbiased sequence design (sbias0.0) computed with the tuned force field.
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Fig. S3.

Initial Force Field - ENH Fixed Composition Designs
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Tuned Force Field - ENH Fixed Composition Designs
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Computed sequences for ENH fixed composition designs. Designed core, boundary, and surface positions are

shown in red, green, and

blue,

respectively. The wild-type sequence is shown followed by the sequences computed at increasing sequence bias values (kcal/mol per position). Dots represent
wild-type amino acids. (A) Sequences obtained by using the initial parameters. (B) Sequences obtained by using the improved parameters.
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