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Figure 5 
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ABP-arabinose 
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Figure 6 
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Figure 7 

 

2709 QFLMRQFNAQ 
2764 RALDLRFNSQ 
4384 RYEDRRFNAV 
4640 RYLDARFNAQ 
4663 MILDRRFNSQ 
5030 MYLDRRFNSQ 
5474 LFLDRRFNSQ 
5727 QYFDRRFNSQ 
5916 MYMDRRYNSQ 
5928 QYFDRRYNSQ 
6461 QFFDRRFNSQ 
6496 SYFDRRYNSQ 
6559 NYFDRRYNSQ 
7071 SFMDRRFNDQ 
7199 LFFDRRYNSQ 
8618 SFFDRRFNDQ 
8782 NFFDRRFNSQ 
8871 NFFDRRFSSQ 
8888 LFFDRRFNDQ 

native 
(8964) 

NFFDRRFNDQ 

Seq. # Best 
sequence 

Protein-ligand 
hydrogen bonds

Shape 
complementarity

Dissociation 
energy 

Unfolding 
energy 

5 6 7 8 9 10 11 12 0.78 0.88 -35 -10 15 -5 0 5 10



 

 
Design 
calc. 

Rotamers 
per 
position 

Local 
minimization 

Solvent 
treatment 

 Rank # of residues 
identical to 
native 

Kd (experimental) Sequence (10 
primary contacts)

    1 3 210 ± 80 mM* NIMLMMFNAN 

(a) 2800 yes Lee 2 4 8.8 ± 0.4 mM* NFMLNMFNAN 

    3 4 83 ± 32 mM* NFMLMMFNAN 

    1 8 12 ± 0.9 mM* NFFDRRFSSQ 

(b) 5449 no Lee 2 9 48 ± 13 mM* NFFDRRFNSQ 

    3 8 84 ± 10 mM* NMFDRRFNSQ 

    1 6 99 ± 2 mM* NYYDRRYNAQ 

(c) 5449 yes Qiu 2 6 84 ± 2 mM* NYMDRRYNSQ 

    3 7 13 ± 1 mM* NYFDRRYNAQ 

    1 9 19 ± 8 μM† LFFDRRFNDQ 

(d) 5449 yes Lee 2 10 0.30 ± 0.07 μM† NFFDRRFNDQ 

    3 9 80 ± 2 μM† NTFDRRFNDQ 

Native      10 0.30 ± 0.07 μM† NFFDRRFNDQ 

 
 
Table 1 

 
 


