Table S1. Loop reconstruction results for the 8-residue loop Set 1.
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PDBID r;?logz HLP Galaxy Gal Best
2) - 3) alaxy alaxy
HLP™  gg2 NGKT pgq4)  pgpsl S(?;nrﬂfé?

1351 84-91 | 0.4 2.6 0.3 15 05 05(1)
ftalc  34-41 | 59 45 0.3 0.3 04  04(1)
bt 50-57 | 0.3 1.6 0.4 15 12 0.8(2)
1cex 73-80 | 3.9 3.7 0.3 0.7 1.1 0.5(6)
1clc  313-320, 0.3 3.0 0.4 0.4 03  0.3(1)
1ddt 127-134| 1.0 0.9 1.0 1.1 1.0 1.0(1)
lezm 92-99 | 0.4 0.5 0.3 2.3 06 04(2)
1hfc 142-149| 0.2 0.3 0.5 0.9 06 0.5(4)
liab  48-55 | 1.6 0.8 0.5 2.1 1.9  0.6(4)
fivd  413-420| 0.9 1.1 0.8 3.5 2.9 0.8(12)
1lst 101-108| 0.6 0.7 0.5 0.6 05 0.4(4)
inar 192-199| 0.6 15 1.3 2.6 20  1.0(5)
loyc 80-87 | 05 0.4 0.3 0.6 05  0.5(3)
1prn 150-157| 1.7 2.4 0.3 1.6 05 0.5(1)
1sbp 107-114| 3.3 0.3 0.3 0.5 03  0.3(1)
1tml  187-194| 0.3 1.4 0.5 1.6 0.9  0.5(5)

2cmd  270-277| 0.4 0.4 0.4 0.6 05  0.5(5)

2exo 262-269| 0.4 0.4 0.3 0.9 05 0.3(4)
2sga 3243 | 1.2 1.2 1.3 1.1 0.9 0.3(3)
5p21 4552 | 0.4 0.9 0.3 0.8 03  03(1)

Average 1.2 1.4 0.5 13 0.9 0.5(3.3)
Std. dev. 1.5 1.2 0.3 0.8 0.7 0.2(2.6)

RMSD is calculated as the root-mean-square deviation of the main-chain atoms N, C,, C,
and O.

Taken from Sellers et al. [1]

Results of the best-score models sampled by Next-generation KIC (NGK) using the protocol
provided by Stein et al. [2]. 500 models were generated for each target as in Stein ef al. The
Rosetta program v3.5 was used.

Results of the lowest-energy model structures obtained by GalaxyLoop-PS1
Results of the lowest-energy model structures obtained by GalaxyLoop-PS2
RMSDs of the lowest-RMSD model structures and their energy ranks in the final bank
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