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1 Protein Data

For each protein, following a summary taken from the main paper, the following

data sets are included:

1. RASMOL images are shown of the a-carbon trace of the best (reranked)
model: [top left] coloured by secondary structure type as: red = a-helix and
green = (-strand and [top right] coloured by chain position (blue = amino
to red = carboxy terminus). [lower left] The native structure coloured by
chain position. [lower right] The top ranked model superposed on the native

structure (using the SAP program) and coloured by chain position.

All structures are viewed along the first g-strand in the sheet with it ap-
proaching the viewer and with the first a-helix following this strand lying
above the sheet. This corresponds to the orientation of the topology dia-
gram taken from the topology string when A’ is the top layer and ’a’ is the
bottom layer with negative numbers to the left and positive to the right.

(See Figure of the main text for exmples).

2. Multiple sequence alignment and predicted secondary structures. [panel 1]
Amino acids are coloured individually using the colour wheel defined by
Taylor, Prot.Eng. (1997) 10:743-746. [panel 2] Secondary structure pre-
dicted by PSIPRED and coloured red = « and green = (3. [panel 3] The
average colour values in panel 2. [panel /] The average colour values in

panel 1.

3. Dot plot of predicted (red) and observed (green) residue contacts. The
latter are plotted first with a slightly larger dot size to allow coincident
points to be distinguished. (Plots were made with GNUPLOT). An ob-
served contacts is plotted if two virtual centroids positions come within 8A.
The virtual centroid is a point 2A distant from the a-carbon along the line

bisecting the virtual a-carbon bond angle. It generally lies between the
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(B-carbon and ~-carbon positions of the side-chain. No allowance is made
for glycine as the model represents a multiple sequence alignment and not

a single sequence.

4. Ranked topology lists: (only the top part of the file is shown here. The full
lists can be obtained from the data archive given below.) [upper] The full
list of models ranked on field 7 which is the product of the PLATO score
(field 8) and the the contact score (field 9). The topology string is field 12.
[middle] the best list (top 500 models from the full list). [lower] the best

list reranked on contact score (field 9).

All the above data are included in the zipped tar archive at

http:mathbio.nimr.mrc.ac.uk/wiki/Software#Supplementary_info



1.1 ‘Training’ test set



2trxA (108) = +B+0.-A+0.+B-2.-a+0.+B-1.[-A-1.]-B-3.+B-4.-a-1.

Thioredoxin has a typical glutaredoxin fold. The protein contains the unusual
topological feature of a helix located in a loop between two antiparallel F-strands.
This helix (bracketed in the topology string) is usually poorly predicted by the
secondary structure prediction methods and often is modelled as a loop giving a

larger RMS value when compared to the PDB structure for a protein of this size.
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full.list

build2trxA/folds/fold-0-0-10:REMARK Build Rank 10 Fold 27 813.242 33.81 24.06 bBeEDdaACcfFGg beDaCfG +A+0.+B+0.-a+0.+B+2.-B+1.+B-1.-a-1. 810.318
build2trxA/folds/fold-0-0-40:REMARK Build Rank 40 Fold 51 425.947 17.42 24.46 DbBRadDEecCfFGg bAdEcfG -A+0.+B+0.-a+0.+B+2.-B+1.-B+3.+a+l. 420.086
build2trxA/folds/fold-0-0-50:REMARK Build Rank 50 Fold 55 377.752 16.02 23.57 bBAadDFfcCEeGg bAdFCEG -A+0.+B+0.-a+0.+B+3.-B+1.+B+2.+a+1l. 371.632
build2trxA/folds/fold-0-10-10:REMARK Build Rank 10 Fold 99 486.197 19.46 24.98 BbaAEedDCcfFgG BaEdCfg -A+0.+B+0.-A-1.+B-2.-B-1.+B-3.+a+0. 483.732
build2trxA/folds/fold-0-10-20:REMARK Build Rank 20 Fold 61 351.752 19.02 18.49 BbaAeEFfdDCcgG BaeFdCg -A+0.+B+0.+A-1.-B-3.+B-2.-B-1.+a+0. 347.942
build2trxA/folds/fold-0-10-30:REMARK Build Rank 30 Fold 78 274.462 17.53 15.66 BbaReECcdDFfGg BaeCdFG -A+0.+B+0.+A-1.-B-1.+B-2.-B-3.-a+0. 269.878
build2trxA/folds/fold-0-1-10:REMARK Build Rank 10 Fold 27 813.242 33.81 24.06 DbBeEDdaACcfFGg beDaCfG +A+0.+B+0.-a+0.+B+2.-B+1.+B-1.-a-1. 810.9
build2trxA/folds/fold-0-11-10:REMARK Build Rank 10 Fold 99 486.197 19.46 24.98 BbaAEedDCcfFgG BaEdCfg -A+0.+B+0.-A-1.+B-2.-B-1.+B-3.+a+0. 483.835
build2trxA/folds/fold-0-11-20:REMARK Build Rank 20 Fold 61 351.752 19.02 18.49 BbaAeEFfdDCcgG BaeFdCg -A+0.+B+0.+A-1.-B-3.+B-2.-B-1.+a+0. 347.309
build2trxA/folds/fold-0-11-30:REMARK Build Rank 30 Fold 78 274.462 17.53 15.66 BbaReECcdDFfGg BaeCdFG -A+0.+B+0.+A-1.-B-1.+B-2.-B-3.-a+0. 269.104
best.list

fold-13-2-1 Build Rank 1 Fold 241 1942.635 43.94 44.22 aACcdDEebBFfgGHh aCdEbFgH +B+0.-A+0.+B-2.-a+0.+B-1.-B-3.+B-4.-a-1. 3784.87
fold-13-3-1 Build Rank 1 Fold 241 1942.635 43.94 44.22 aACcdDEebBFfgGHh aCdEbFgH +B+0.-A+0.+B-2.-a+0.+B-1.-B-3.+B-4.-a-1. 2640.01
fold-1-0-1 Build Rank 1 Fold 105 1904.679 45.22 42.12 BbcCDdaREefFGg BcDaEfG -A+0.+B+0.-a+0.+B+1.-B-1.+B-2.-a-1. 2431.15

fold-1-1-1 Build Rank 1 Fold 105 1904.679 45.22 42.12 BbcCDdaAEefFGg BcDaEfG -A+0.+B+0.-a+0.+B+1.-B-1.+B-2.-a-1. 2599.77

fold-15-2-1 Build Rank 1 Fold 101 1899.696 42.17 45.04 aACcdDEebBFfgGHh aCdEbFgH +B+0.-A+0.+B-2.-a+0.+B-1.-B-3.+B-4.-a-1. 2956.94
fold-15-3-1 Build Rank 1 Fold 101 1899.696 42.17 45.04 aACcdDEebBFfgGHh aCdEbFgH +B+0.-A+0.+B-2.-a+0.+B-1.-B-3.+B-4.-a-1. 2161.64
fold-15-25-1 Build Rank 1 Fold 41 1894.865 45.78 41.39 aADdcCFfbBEegGHh aDcFbEgH +B+0.-A+0.+B-2.-a+0.+B-1.-B-3.+B-4.-a-1. 2465.57
fold-15-24-1 Build Rank 1 Fold 41 1894.865 45.78 41.39 aADdcCFfbBEegGHh aDcFbEgH +B+0.-A+0.+B-2.-a+0.+B-1.-B-3.+B-4.-a-1. 2580.29
fold-11-2-1 Build Rank 1 Fold 241 1894.919 41.97 45.15 aACcdDEebBFfgGHh aCdEbFgH +B+0.-A+0.+B-2.-a+0.+B-1.-B-3.+B-4.-a-1. 2051.38
fold-11-3-1 Build Rank 1 Fold 241 1894.919 41.97 45.15 aACcdDEebBFfgGHh aCdEbFgH +B+0.-A+0.+B-2.-a+0.+B-1.-B-3.+B-4.-a-1. 2140.83

reranked best.list

fold-11-3-1 Build Rank 1 Fold 241 1894.919 41.97 45.15 aACcdDEebBFfgGHh aCdEbFgH +B+0.-A+0.+B-2.-a+0.+B-1.-B-3.+B-4.-a-1. 2140.83
fold-11-2-1 Build Rank 1 Fold 241 1894.919 41.97 45.15 aACcdDEebBFfgGHh aCdEbFgH +B+0.-A+0.+B-2.-a+0.+B-1.-B-3.+B-4.-a-1. 2051.38
fold-15-3-1 Build Rank 1 Fold 101 1899.696 42.17 45.04 aACcdDEebBFfgGHh aCdEbFgH +B+0.-A+0.+B-2.-a+0.+B-1.-B-3.+B-4.-a-1. 2161.64
fold-15-2-1 Build Rank 1 Fold 101 1899.696 42.17 45.04 aACcdDEebBFfgGHh aCdEbFgH +B+0.-A+0.+B-2.-a+0.+B-1.-B-3.+B-4.-a-1. 2956.94
fold-14-17-2 Build Rank 2 Fold 441 1427.709 32.29 44.22 aReEFfgGHhdDBbcC aeFgHdBc +B+0.+A+0.-B-3.+a+0.-B-4.+B-2.-B-1.+a+l. 1973.11
fold-14-16-2 Build Rank 2 Fold 441 1427.709 32.29 44.22 aReEFfgGHhdDBbcC aeFgHdBc +B+0.+A+0.-B-3.+a+0.-B-4.+B-2.-B-1.+a+1l. 1281.53
fold-13-3-1 Build Rank 1 Fold 241 1942.635 43.94 44.22 aACcdDEebBFfgGHh aCdEbFgH +B+0.-A+0.+B-2.-a+0.+B-1.-B-3.+B-4.-a-1. 2640.01
fold-13-2-1 Build Rank 1 Fold 241 1942.635 43.94 44.22 aACcdDEebBFfgGHh aCdEbFgH +B+0.-A+0.+B-2.-a+0.+B-1.-B-3.+B-4.-a-1. 3784.87
fold-12-17-3 Build Rank 3 Fold 441 1426.004 32.34 44.10 aReEFfgGHhdDBbcC aeFgHdBc +B+0.+A+0.-B-3.+a+0.-B-4.+B-2.-B-1.+a+l. 3293.05
fo0ld-12-16-3 Build Rank 3 Fold 441 1426.004 32.34 44.10 aReEFfgGHhdDBbcC aeFgHdBc +B+0.+A+0.-B-3.+a+0.-B-4.+B-2.-B-1l.+a+l. 1611.72



1cozA (126) = +B+0.-A+0.+B-1.-A-1.+B-2.-a+0.+B+1.-a+1.+B+2. [+-]JA+1.

Chorismate mutase has a mini-Rossman type fold plus a carboxy-terminal
helix that packs across to the opposing monomer in this dimeric structure. In
the definition of the correct fold, this terminal helix was considered correct if it
packed back onto the domain either in an antiparallel or parallel connection, with
the latter being a better approximation to the native structure. This protein has

quite variable secondary structure predictions making it a difficult target.
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full.list

buildlcozA/folds/fold-1-
buildlcozA/folds/fold-1-
buildlcozA/folds/fold-1-
buildlcozA/folds/fold-1-
buildlcozA/folds/fold-1-
buildlcozA/folds/fold-1-
buildlcozA/folds/fold-1-
buildlcozA/folds/fold-1-
buildlcozA/folds/fold-1-
buildlcozA/folds/fold-1-

best.list

fold-17-29-1 Build Rank
fold-17-28-1 Build Rank
fold-17-28-2 Build Rank
fold-17-29-2 Build Rank
fold-25-14-1 Build Rank
fold-25-15-1 Build Rank
fold-17-14-1 Build Rank
fold-17-15-1 Build Rank
fold-17-29-3 Build Rank
fold-17-28-3 Build Rank

reranked best.list

fold-25-15-1 Build Rank
fold-25-14-1 Build Rank
fold-6-1-6 Build Rank 6
fold-6-0-6 Build Rank 6
fold-17-29-3 Build Rank
fold-17-28-3 Build Rank
fold-6-1-2 Build Rank 2
fold-25-21-1 Build Rank
fold-25-20-1 Build Rank
fold-6-5-3 Build Rank 3

0-10:REMARK Build Rank 17 Fold 115 240.544 14.93 16.11 cCDdaABbfFEeHhiIGg cDaBfEHiG +B+0.-A+0.+B-1.-a+0.+a+1.-B+1.-A+1.+B+3.-B+2.
0-40:REMARK Build Rank 58 Fold 55 171.304 13.27 12.91 GghHIiFfbBeEDdaACc GhIFbeDaC +B+0.-A+0.+B-1.+a+0.-a+1.-B+1.+A+1.-B+3.+B+2.
0-60:REMARK Build Rank 87 Fold 31 144.405 13.61 10.61 eEDdaABbfFCchHIiGg eDaBfChIG +B+0.-A+0.+B-2.-a+0.+a+1.-B-1.+A+1.-B+2.-B+1.
10-20:REMARK Build Rank 20 Fold 263 315.317 17.64 17.88 AacCDdiIEeBbgGFfHh AcDiEBgFH +B+0.-A+0.+B-2.-a+0.+a+l.+B-1.-A-1.+B-3.+B-4.
10-50:REMARK Build Rank 50 Fold 70 246.843 15.09 16.36 fFIihHGgcCDdeEBbaA fIhGcDeBa +B+0.-A+0.+B-1.-a+0.+a+l.-B+1.+A+1.-B+2.+B+3.
1-10:REMARK Build Rank 17 Fold 115 240.544 14.93 16.11 cCDdaABbfFEeHhiIGg cDaBfEHiG +B+0.-A+0.+B-1.-a+0.+a+1.-B+1.-A+1.+B+3.-B+2.
11-20:REMARK Build Rank 20 Fold 263 315.317 17.64 17.88 AacCDdiIEeBbgGFfHh AcDiEBgFH +B+0.-A+0.+B-2.-a+0.+a+1.+B-1.-A-1.+B-3.+B-4.
11-30:REMARK Build Rank 30 Fold 49 286.511 15.95 17.96 DdGghHIieEfFCcaABb DGhIefCaB +B+0.+A+0.-B-2.+a+0.-a+1.-B-1.+A+1.-B+2.+B+1.
1-60:REMARK Build Rank 87 Fold 31 144.405 13.61 10.61 eEDdaABbfFCchHIiGg eDaBfChIG +B+0.-A+0.+B-2.-a+0.+a+1.-B-1.+A+1.-B+2.-B+1.
2-10:REMARK Build Rank 16 Fold 15 236.609 14.48 16.34 CcdDRabBFfeEHhIigG CdAbFeHIg +B+0.-A+0.+B-1.-a+0.+a+1.-B+1.+A+1.+B+3.-B+2.

Fold 4 943.272 32.18 29.32 EefFGgjJIihHDdbBCcaA EfGjIhDbCa +B+0.-A+0.+B-
Fold 4 943.272 32.18 29.32 EefFGgjJIihHDdbBCcaA EfGjIhDbCa +B+0.-A+0.+B-
Fold 1 941.757 29.93 31.46 EefFGgjJIihHDdbBAacC EfGjIhDbAc +B+0.-A+0.+B—
Fold 1 941.757 29.93 31.46 EefFGgjJIihHDdbBAacC EfGjIhDbAc +B+0.-A+0.+B-
Fold 37 911.103 26.48 34.41 fFDdhHKkGgjJIieEBbcCAa fDhKGjIeBcA +B+0.-A+0.+B-1.-A-2.-A-1.+B-2.-a+0.+B+l.-a+1.+B+2.-B+3.

1 +B-2.-a+0.+B+1l.-a+1.+B+2.-B+3. 1852.64
1
2
2
1
1 Fold 37 911.103 26.48 34.41 fFDAhHKkGgjJIieEBbcCAa fDhKGjIeBcA +B+0.-A+0.+B-1.-A-2.-A-1.+B-2.-a+0.+B+l.-a+1.+B+2.-B+3.
1
1
3
3

+B-2.-a+0.+B+1l.-a+1.+B+2.-B+3. 1892.1
.+B-2.-a+0.+B+1l.-a+1.+B+3.-B+2. 2922.51

.~A-1.4+B-2.-a+0.+B+1l.-a+1.+B+3.-B+2. 2761.17

Fold 14 902.860 31.46 28.70 eEFfgGJjiIHhdDBbaACc eFgJiHdBaC +B+0.-A+0.+B-1.-A-1.+B-2.-a+0.+B+1l.-a+1.+B+3.-B+2. 2483.21
Fold 14 902.860 31.46 28.70 eEFfgGJjiIHhdDBbaACc eFgJiHdBaC +B+0.-A+0.+B-1.-A-1.+B-2.-a+0.+B+l.-a+1.+B+3.-B+2. 2747.42
Fold 7 874.379 25.70 34.02 EefFGgjJiIHhDdbBAacC EfGjiHDbAc +B+0.-A+0.+B-1.-A-1.-B-2.+a+0.+B+1l.-a+1.+B+3.-B+2. 2205.77
Fold 7 874.379 25.70 34.02 EefFGgjJiIHhDdbBAacC EfGjiHDbAc +B+0.-A+0.+B-1.-A-1.-B-2.+a+0.+B+1l.-a+1.+B+3.-B+2. 1886.78

1 Fold 37 911.103 26.48 34.41 fFDdhHKkGgjJIieEBbcCAa fDhKGjIeBcA +B+0.-A+0.+B-1.-A-2.-A-1.+B-2.-a+0.+B+1l.-a+1.+B+2.-B+3.
1 Fold 37 911.103 26.48 34.41 fFDdhHKkGgjJIieEBbcCAa fDhKGjIeBcA +B+0.-A+0.+B-1.-A-2.-A-1.+B-2.-a+0.+B+1l.-a+1.+B+2.-B+3.
Fold 125 634.089 18.44 34.39 eEFfcCBbAadDgGHhIijJ eFcBAdgHIj +B+0.-A+0.+B-1.-A-1.-B-2.+a+0.+B+l.-a+1.-B+2.+A+1. 1793.28
Fold 125 634.089 18.44 34.39 eEFfcCBbAadDgGHhIijJ eFcBAdgHIj +B+0.-A+0.+B-1.-A-1.-B-2.+a+0.+B+l.-a+1.-B+2.+A+1. 1780.15
3 Fold 7 874.379 25.70 34.02 EefFGgjJiIHhDdbBAacC EfGjiHDbAc +B+0.-A+0.+B-1.-A-1.-B-2.+a+0.+B+1l.-a+1.+B+3.-B+2. 2205.77
3 Fold 7 874.379 25.70 34.02 EefFGgjJiIHhDdbBAacC EfGjiHDbAc +B+0.-A+0.+B-1.-A-1.-B-2.+a+0.+B+1l.-a+1.+B+3.-B+2. 1886.78
Fold 123 766.177 22.76 33.66 eEFfcCBbAadDgGHhiIJj eFcBAdgHiJ +B+0.-A+0.+B-1.-A-1.-B-2.+a+0.+B+1l.-a+1.+B+2.-A+1. 1497.53
1 Fold 73 774.002 23.07 33.55 fFEehHKkIijJGgdDCcbBAa fEhKIjGdCbA +B+0.-A+0.+B-1.-A-2.-A-1.+B-2.-a+0.+B+1l.-a+1.+B+2.-B+3.
1 Fold 73 774.002 23.07 33.55 fFEehHKkIijJGgdDCcbBAa fEhKIjGACbA +B+0.-A+0.+B-1.-A-2.-A-1.+B-2.-a+0.+B+1l.-a+1.+B+2.-B+3.
Fold 13 782.472 23.75 32.95 EefFCcbBaADdGghHIijJ EfCbaDGhIj +B+0.-A+0.+B-1.-A-1.-B-2.+a+0.+B+1l.-a+1.+B+2.-A+1. 2224.05

2226.
2802.

2802.
.68

2226

3096
2696

68
87

87

.44
.88

237.255
163.967
135.696
311.742
240.084
237.067
311.506
282.013
135.519
233.115
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3chyA (128) = +B+0.-A+0.+B-1.-a+0.+B+1.-a+1.+B+2.-a+2.+B+3.-A+1.

The chemotaxis Y protein (CheY) has a compact flavodoxin-like fold that
generally predicts well using just secondary structure prediction methods, or 3D

prediction both with and without correlated mutation data.
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full.list

build3chyA/folds/fold-0-0-10:
build3chyA/folds/fold-0-0-20:
build3chyA/folds/fold-0-1-10:
build3chyA/folds/fold-0-1-20:
build3chyA/folds/fold-0-1-30:
build3chyA/folds/fold-0-2-10:
build3chyA/folds/fold-0-2-20:
build3chyA/folds/fold-0-2-30:
build3chyA/folds/fold-0-3-10:
build3chyA/folds/fold-0-3-20:

best.list

fold-0-2-1 Build Rank
fold-0-3-1 Build Rank
fold-0-4-1 Build Rank
fold-0-5-1 Build Rank
fold-0-4-2 Build Rank
fold-0-5-2 Build Rank
fold-0-1-1 Build Rank
f0ld-0-0-1 Build Rank
fold-0-7-1 Build Rank
fold-0-6-1 Build Rank

reranked best.list

fold-1-1-1 Build Rank
fold-1-0-1 Build Rank
fold-1-5-1 Build Rank
fold-1-4-1 Build Rank
fold-1-5-2 Build Rank
fold-1-4-2 Build Rank
fold-0-3-1 Build Rank
fold-0-2-1 Build Rank
fold-2-1-1 Build Rank
fold-2-0-1 Build Rank

Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold

Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold

REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK

Build
Build
Build
Build
Build
Build
Build
Build
Build
Build

Rank
Rank
Rank
Rank
Rank
Rank
Rank
Rank
Rank
Rank

10
20
10
20
30
10
20
30
10
20

Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold

581
577
581
577
1154
125
165
139
125
165

1095.
975.
1095.
975.
911.
1055.
879.
773.
1055.
879.

312
228
312
228
670
070
030
146
070
030

26

26

21

.91
24.
.91
24.
22.
25.
25.
.36
25.
25.

56

56
04
43
56

43
56

40.
.71
40.
.71
.37
.49
34.
36.
.49
34.

39
39

41
41

41

71

71

39
19

39

CcdDAabBEefFGgjJilHh
CcdDAabBEefFIihHGgJj
CcdDAabBEefFGgjJiIHh
CcdDAabBEefFIihHGgJj
cCbBAaFfeEDdgGHhiIjJ
cCDdaABbeEFfgGHhTIijJ
cCDdaAbBEehHGgjJIifF
cCDdaABbeEfFGghHIijJ
cCDdaABbeEFfgGHhIijJ
cCDdaAbBEehHGgjJIifF

CAAbEfGIiH
CdAbEfIhGJ
CJAbEfGjiH
CdAbEfIhGJ
cbAFeDgH1j
cDaBeFgHI ]
cDabEhGJIf
cDaBefGhIj
cDaBeFgHIj
cDabEhGJIf

+B+0
+B+0

+B+0.
+B+0.

+B+0

+B+0.

+B+0

+B+0.

+B+0
+B+0

.—A+0.
.—A+0.
-A+0.
-A+0.
+A+0.
-A+0.
-A+0.
-A+0.
.—A+0.
.—A+0.

.—a+0.
.—a+0.
.—a+0.
.—a+0.
.-A+1.
.—a+0.
.+a+0.
.—a+0.
.—a+0.
.+a+0.

+B+1.
+B+1.
+B+1
+B+1.
+B+1
+B+1.
-B+1
+B+1
+B+1.
-B+1

—a+l.
—a+l.
.—atl.
—a+l.
.—a+0.
—-a+l.
SHA+L.
ta+l.
—a+l.
LFtA+L.

87 1898.612 35.55 53.41 CcbBAadDEehHGgJjJIifF CbAdEhGJIf +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-a+2.+B+3.-A+1l.
87 1898.612 35.55 53.41 CcbBRadDEehHGgjJIifF CbAJEhGJIf +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1l.+B+2.-a+2.+B+3.-A+1.
791 1791.719 33.75 53.09 cCDdaABbeEFfgGJjiIHh cDaBeFgJiH +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-a+2.+B+3.-A+1
791 1791.719 33.75 53.09 cCDdaABbeEFfgGJjiIHh cDaBeFgJiH +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-a+2.+B+3.-A+1
1355 1791.443 33.75 53.07 GghHIijJEefFCcbBAadD GhIJjEfCbAd +B+0.-A+0.+B-1.-a+0.+B+l.-a+l.+B+2.-a+2.+B+3.-A+1.
1355 1791.443 33.75 53.07 GghHIijJEefFCcbBAadD GhIJjEfCbAd +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-a+2.+B+3.-A+1.
579 1736.851 33.38 52.03 CcdDAabBEefFGgjJIihH CAAbEfGjIh +B+0.-A+0.+B-1.-a+0.+B+l.-a+1l.+B+2.-a+2.+B+3.-A+1l

579 1736.851 33.38 52.03 CcdDAabBEefFGgjJIihH CdAbEfGjIh +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-a+2.+B+3.-A+1

1222 1719.575 34.62 49.67 CcbBAadDEehHGgjJIifF CbAdEhGJIf +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-a+2.+B+3.-A+1.
1222 1719.575 34.62 49.67 CcbBAadDEehHGgjJIifF CbAdEhGJIf +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.-A+1

6171.8
6709.77
7400.66
8785.25
6464.43
7208.71
5966.08
6243.38
5499.18
4496.97

1 1685.107 31.24 53.94 CcdDAabBEefFGgjJIihH CAAbEfGjIh +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.-A+1.
1 1685.107 31.24 53.94 CcdDRabBEefFGgjJIihH CAAbEfGjIh +B+0.-A+0.+B-1.-a+0.+B+l.-a+1l.+B+2.-a+2.+B+3.-A+1.
762 1665.887 31.00 53.74 cCDdaABbeEFfgGJjiIHh cDaBeFgJiH +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.-A+1
762 1665.887 31.00 53.74 cCDdaABbeEFfgGJjiIHh cDaBeFgJiH +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-a+2.+B+3.-A+1l
1578 1665.129 31.00 53.71 GghHIijJEefFCcbBAadD GhIJEfCbAd +B+0.-A+0.+B-1.-a+0.+B+l.-a+l.+B+2.-a+2.+B+3.-A+1l. 5486.65
1578 1665.129 31.00 53.71 GghHIijJEefFCcbBAadD GhIJjEfCbAd +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-a+2.+B+3.-A+1. 6198.43
87 1898.612 35.55 53.41 CcbBRadDEehHGgjJIifF CbAdEhGJIf +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1l.+B+2.-a+2.+B+3.-A+1. 6709.77
87 1898.612 35.55 53.41 CcbBAadDEehHGgjJIifF CbAdEhGJIf +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.-A+1. 6171.8

1 1613.286 30.29 53.26 CcdDAabBEefFGgjJIihH CAAbEfGjIh +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1l.+B+2.-a+2.+B+3.-A+1. 5077.46

1 1613.286 30.29 53.26 CcdDAabBEefFGgjJIihH CAAbEfGjIh +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.-A+1. 6251.59

6766.11
5950.19
5762.78
6430.24

+B+2.
+B+3.
+B+2.
+B+3.
+B+2.
+B+2.
-B+2.
-B+2.
+B+2.
-B+2.

—a+2.

-A+1

—at+2.

-A+1l
—a+l
-A+1

+A+2.

+A+1
-A+l

+A+2.

-B+3.
.+B+2.
-B+3.
.+B+2.
.+B+3.
.-B+3.
-B+3.
.—B+3.
.—B+3.
-B+3.

+A+1.
+a+2.
+A+1.
+a+2.
+A+2.
+A+2.
+a+l.
+A+2.
+A+2.
+a+l.

1092.33
970.952
1092.49
971.398
906.575
1052.73
875.247
768.566
1052.64
875.359
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1f4pA (148) +B+0.-A+0.+B-1.-a+0.+B+1.-a+1.+B+2.-a+2.+B+3.-A+1.

A classic (short-chain) flavodoxin. Although this protein has the same basic
fold as 3chyA, the secondary structure elements are quite distinct both in size

and packing and the two proteins are not even remotely homologous.
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full.list

buildlf4pA/folds/fold-0-0-10:REMARK Build Rank 10 Fold 14 712.671 29.17 24.43 EegGfFCcbBAaDd EgfCbAD +B+0.-A+0.-B-1.+B+1l.-a+0.+B+2.+A+1
buildlfdpA/folds/fold-0-0-20:REMARK Build Rank 20 Fold 288 563.175 24.98 22.55 fFBbAaeEGgcCDd fBAeGcD +B+0.-A+0.-B+3.+B+1.-a+0.+B+2.-a+1
buildlf4pA/folds/fold-0-0-30:REMARK Build Rank 30 Fold 395 487.963 33.13 14.73 ARabBfFCcgGeEDd AbfCgeD +B+0.-A+0.-B+3.+B+1l.-a+0.-B+2.+a-1
buildlfd4pA/folds/fold-0-10-10:REMARK Build Rank 10 Fold 32 600.118 26.41 22.73 CcgGFfDdeEARaBb CgFDeAB +B+0.-A+0.+B-2.+B-1.-a+0.+B+1l.+a+1.
buildlfdpA/folds/fold-0-10-20:REMARK Build Rank 20 Fold 161 493.677 22.52 21.92 aABbcCDdgGFfEe aBcDgFE +B+0.-A+0.+B-1.-B-2.+a+0.-B-3.-A-1.
buildlfé4pA/folds/fold-0-10-30:REMARK Build Rank 30 Fold 86 426.342 18.89 22.56 DdbBRaCcgGFfeE DbACgFe +B+0.-A+0.+B-2.+B-1.-a+0.+B+1.-A+1.
buildlfdpA/folds/fold-0-1-10:REMARK Build Rank 10 Fold 14 712.671 29.17 24.43 EegGfFCcbBAaDd EgfCbAD +B+0.-A+0.-B-1.+B+1l.-a+0.+B+2.+A+1
buildlf4pA/folds/fold-0-11-10:REMARK Build Rank 10 Fold 32 600.118 26.41 22.73 CcgGFfDdeEAaBb CgFDeAB +B+0.-A+0.+B-2.+B-1.-a+0.+B+1l.+a+l.
buildlfdpA/folds/fold-0-11-30:REMARK Build Rank 30 Fold 86 426.342 18.89 22.56 DdbBAaCcgGFfeE DbACgFe +B+0.-A+0.+B-2.+B-1.-a+0.+B+1.-A+1
buildlf4pA/folds/fold-0-11-40:REMARK Build Rank 40 Fold 46 389.974 30.82 12.65 cCBbAadDGgFfeE cBAdGFe +B+0.-A+0.-B+1.+B-1.-a+0.-B-2.+A-1.
best.list

fold-18-4-1 Build Rank
fold-18-5-1 Build Rank
fold-18-5-2 Build Rank
fold-18-4-2 Build Rank
fold-31-2-1 Build Rank
fold-18-0-1 Build Rank
fold-18-1-1 Build Rank
fold-17-4-1 Build Rank
fold-17-5-1 Build Rank
fold-18-3-1 Build Rank

reranked best.list

fold-18-5-4 Build Rank
fold-18-5-3 Build Rank
fold-18-5-2 Build Rank
fold-18-5-1 Build Rank
fold-18-4-4 Build Rank
fold-18-4-3 Build Rank
fold-18-4-2 Build Rank
fold-18-4-1 Build Rank
fold-18-5-5 Build Rank
fold-18-4-5 Build Rank

Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold

Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold

1267 1548.307 34.86 44.42 GghHIijJEefFCcbBAadD GhIJEfCbAd +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1l.+B+2.-a+2.+B+3.-A+1.
1267 1548.307 34.86 44.42 GghHIijJEefFCcbBAadD GhIJEfCbAd +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1l.+B+2.-a+2.+B+3.-A+1.
728 1548.043 34.85 44.42 cCDdaABbeEFfgGJjiIHh cDaBeFgJiH +B+0.-A+0.+B-1.-a+0.+B+l.-a+l.+B+2.-a+2.+B+3.-A+1.
728 1548.043 34.85 44.42 cCDdaABbeEFfgGJjiIHh cDaBeFgJiH +B+0.-A+0.+B-1.-a+0.+B+1l.-a+l.+B+2.-a+2.+B+3.-A+1.
3 1534.279 47.93 32.01 AadDCcfFEeBb AdACfEB +B+0.-A+0.+B-1.-A-1.+B-2.+a+0. 5613.95

918 1505.223 36.04 41.77 CcdDRabBEefFGgjJIihH CAAbEEGjIh +B+0.-A+0.+B-1.-a+0.+B+l.-a+1l.+B+2.-a+2.+B+3.-A+1l.
918 1505.223 36.04 41.77 CcdDAabBEefFGgjJIihH CAAbEfGjIh +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1l.+B+2.-a+2.+B+3.-A+1
2168 1436.239 35.61 40.34 cCDdaABbeEFfgGJjiIHh cDaBeFgJiH +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-a+2.+B+3.-A+1.
2168 1436.239 35.61 40.34 cCDdaABbeEFfgGJjiIHh cDaBeFgJiH +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-a+2.+B+3.-A+1l.

6617.08

5673.46
5782.47
6634.26

5442.44

6637.49
5062.74
8742.33

5 1433.421 35.53 40.35 CcbBRadDEehHGgfFiIJj CbAdEhGEiJ +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1l.+B+2.-A+1.-B+3.+a+2. 4040.74

729 1410.655 31.76 44.42 cCDdaABbeEFfgGJjiIhH cDaBeFgJih +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1l.+B+2.-a+2.+B+3.+A+1.
1268 1410.884 31.76 44.42 GghHIijJEefFCcbBAaDd GhIJEfCbAD +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.+A+1.
728 1548.043 34.85 44.42 cCDdaABbeEFfgGJjiIHh cDaBeFgJiH +B+0.-A+0.+B-1.-a+0.+B+l.-a+l.+B+2.-a+2.+B+3.-A+1.
1267 1548.307 34.86 44.42 GghHIijJEefFCcbBAadD GhIJEfCbAd +B+0.-A+0.+B-1.-a+0.+B+l.-a+l.+B+2.-a+2.+B+3.-A+1.
729 1410.655 31.76 44.42 cCDdaABbeEFfgGJjiIhH cDaBeFgJih +B+0.-A+0.+B-1.-a+0.+B+l.-a+1l.+B+2.-a+2.+B+3.+A+1.
1268 1410.884 31.76 44.42 GghHIijJEefFCcbBAaDd GhIJEfCbAD +B+0.-A+0.+B-1.-a+0.+B+1l.-a+l.+B+2.-a+2.+B+3.+A+1.
728 1548.043 34.85 44.42 cCDdaABbeEFfgGJjiIHh cDaBeFgJiH +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.-A+1.
1267 1548.307 34.86 44.42 GghHIijJEefFCcbBAadD GhIJEfCbAd +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-a+2.+B+3.-A+1.
725 1399.178 33.07 42.31 cCDdaABbeEFfgGHhIijJ cDaBeFgHIj +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-A+1.-B+3.+a+2.
725 1399.178 33.07 42.31 cCDdaABbeEFfgGHhIijJ cDaBeFgHIj +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-A+1.-B+3.+a+2.

7690.11
7416.02
5782.47
5673.46
7590.84
8050.22
6634.26
6617.08
3951.84
3272.52

710.475
558.715
483.098
597.065
489.586
421.166
710.16
596.998
421.295
384.323
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5p21A (166) +B+0.-A+0.-B-2.+B-1.-a+0.+B+1.-a+1.+B+2.-a+2.+B+3.-A+1.

The Ras p21 G-protein which, although Rossmann-like, has a unusual embel-
lishment of the edge of the domain comprising a parallel a3 connection leading

into a long [-hairpin.
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WKDYKI VVLGSGGVGKEALT NI FVEKYDPTI YRKQI ELDGQT (] INGQGFALVYSI TS| KDAEDVPLI LI GNKCDLEGRAV: WGV QF MET S|

MMI YKL VVL GDGGV GK[BALT| NHFVETYDPTI YRKQT VI DDQPC] EGEGFLLVYSI SA KDQETVPI MLVGNKCDKVNREV S| L GCKFI ESS
MMI YKL VVLGDGGVGKIBALT| INHFVETYDPTI YRKQT VI DDQPC] EGEGFLLVYSI SA KDQETVPI MLVGNKCDKVNREVS| LGCKFI ESS
MQEYKL VVL GSGGVGKSALT| GI FVEKYDPTI 'YRKQI QI GDRQC] KNVAKVPLVLVGNKCDLKQRVV! LDCTEMETS
ﬁl VVLGSGGVGKSALT GI FTEKYDPTI 'YRKQVEI DSQQC]| KDVDEFPLTLVGNKCDLEDRSYV: WNCQF MET S|
MREYKLVVLGSGGVGKBALT| GI FVEKYDPTI YRKQVEAENQQC] KDTDEVPMI LVGNKCDLEERI VT WHCSFMET S|
REYKL VML GAGGV GKBAMT| HRFPEDHDPTI YKI RI RI DDEPA] RRTDDTPVVLVGNKSDLKQRQVT FSCPFFETS
KLVI VGDGGVGKEAL T} NQFI AEYDPTI YRKQVNI DEEVY] KDLSTYPI VI | GNKADL PDRKVP| FGAPFLETS
MTEYKL VVVGDGGVGKBALT| GQFI EEYDPTI YRKQVLI DGETC]| KDSDEVPMVLVGNKCDL QQRAV FGI PFI DTS
KL VVVGGGGVGKECLT| SHFVDEYDPTI YRKQCVI DEEVA KDKDYFPI | VVGNKCDLIERQVS FGCKFI ETS
MTEYKL VI VGGGGVGKBALT| NHFI DEYDPTI 'YRKQVSI DDETC| KDKDRVPLI LVGNKADLIDRQV S| FNCPEMESS
MTEYKL VVVGAGGVGKBALT| NHFVEEYDPTI 'YRKQVVI DGET | YNI PYVETS
MTEYKL VVVGAGGVGKBALT NHFVDEYDPTI YRKQVVI DGETC] YGI PYI ETS|

MTEYKLVVVGAGGVGKBALT| NHFVDEYDPTI YRKQVVI DGETC] KDSDSVPMVLVGNKSDL GTRNVE YGVPFVETS

LVVVGAGGV VPMVLV |

MTEYKLVVVGAGGVGKBALT NHFVDEYDPTI YRKQVVI DGETC] TGEGFLCVFAL NN KDSDDVPMVLVGNKCDLAART VE| YGI PYLETS
I L
VL]
VL]
I L
I L
I L
I L
I L
I L
VL] Y
I L
I L Y
I L
I L Y
LVVVGAGGV [
| VVLGSGGV P] ] c] | LPTA FTA | V] VPLI LI Y A \
LVVLGDGGV P V| CMLEVLBTA YTA Fi Y VPI MLV Y LGC! A \
LVVLGDGGV P Y| CMLEVLBTA YTA Fi V] VPI MLV \ LGC! A V|
LVVLGSGGV P M C I LBTA FTA L| V] VPLVLV \ LDC’ A V|
| VVLGSGGV P| M C I LBTA FTA L| V] FPLTLV. \ N C| A \
LVVLGSGGV P Y| C | LBTA FTA L| Y VPMI LV Y WHC! Al \
L VML GAGGV P Y| A | LBTA FTA Fi V] TPVVLV Y FScC! A |
LV VGDGGV P M M I LBTA YSA Fi V] YPI VI I Y FGA A V|
L VVVGDGGV Pl M C | LBTA YSA M V] VPMVLV V) FGI A \
LVVVGGGGY P Y| ALLBVLBTA YSA Fi Y FPIIVV Y FGC! Al \
LVI VGGGGV! P M c | LBTA YSA Fi V] VPLI LV V) FINC! Al V|
LVVVGAGGV P M c] I LBTA YSA M V] VPMVLV \ YN A V|
L VVVGAGGV P M C | LBTA YSA v V] VPMVLV V) IYGI A \
LVVVGAGGY P Y| c | LBTA YSA v Y VPMVLV \Y Y Al \9
P vl cl I L YSA M \Y \Y Y Al Vi

KBYKI VVLGSGGVGK[BALT] NI FVEKYDPTI YRKQI ELDGQT (] INGQGFALVYSI TS| KDAEDVPLI LI GNKCDLEGRAV: WGV QF MET S
MMI YKL VVLGDGGVGKAL T} INHFVETYDPTI 'YRKQT VI DDQPC]| EGEGFLLVYSI SA KDQETVPI MLVGNKCDKVNREVS| L GCKFI ESS
MMI YKL VVLGDGGVGKAL T} INHFVETYDPTI 'YRKQT VI DDQPC] EGEGFLLVYSI SA KDQETVPI MLVGNKCDKVNREV S| L GCKFI ESS
MQEYKL VVLGSGGVGKEALT| GI FVEKYDPTI YRKQI QI GDRQC] KNVAKVPLVLVGNKCDLKQRVV! LDCTEMETS

| VVLGSGGVGKSALT| GI FTEKYDPTI 'YRKQVEI DSQQC| KDVDEFPLTLVGNKCDLEDRSV: WNCQF MET S|
MREYKLVVLGSGGVGKSALT| GI FVEKYDPTI YRKQVEAENQQC] KDTDEVPMI LVGNKCDLEERI VT WHCSFMET S|
REYKL VML GAGGV GKBAMT| HRFPEDHDPTI YKI RI RI DDEPA RRTDDTPVVLVGNKSDLKQRQVT FSCPEFETS
KL VI VGDGGVGKBAL T} NQFI AEYDPTI YRKQVNI DEEVY| KDLSTYPI VI | GNKADL PDRKVP| FGAPFLETS
MTEYKLVVVGDGGVGKSAL T} GQFI EEYDPTI YRKQVLI DGETC] KDSDEVPMVLVGNKCDL QQRAV! FGI PFI DTS
YKL VVVGGGGVGKECL T| SHFVDEYDPTI YRKQCVI DEEVA KDKDYFPI | VVGNKCDL ERQVS| FGCKFI ETS
MTEYKL VI VGGGGVGKEALT| NHFI DEYDPTI 'YRKQVSI DDETC] KDKDRVPLI LVGNKADL DRQVS| FNCPEMESS
MTEYKLVVVGAGGVGKEALT| NHFVEEYDPTI YRKQVVI DGETC] KDADEVPMVLVGNKVDLPTRTV! YNI PYVETS
MTEYKLVVVGAGGVGKSALT| NHFVDEYDPTI YRKQVVI DGETC] KDAEEVPMVLVGNKCDLASWNV N YGI PYIETS
MTEYKLVVVGAGGVGKSAL T| NHFVDEYDPTI 'YRKQVVI DGET (| KDSDSVPMVLVGNKSDL GTRNVE| YGVPEVETS

MTEYKLVVVGAGGVGKEALT NHFVDEYDPTI YRKQVVI DGETC] TGEGELCVFAI NN KDSDDVPMVLVGNKCDL AART VE| [YGI PYIETS
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full.list

build5p21A/folds/fold-0-0-10:REMARK Build Rank 10 Fold 1654 1155.908 27.48 42.06 GgiIjJKkhHEefFCcDdaAbB GijKhEfCDab +B+0.-B-1.-B-2.+A+0.-A+1.+B+1.-a+0.+B+2.+A+2.-B+3.-a+1l.

buildS5p21A/folds/fold-0-0-20:REMARK Build Rank 20 Fold 1451 986.253 27.59 35.75 GgeEAaDdhHIikKJjfFCcbB GeADhIkJfCb +B+0.-B+1.+B+3.+A+0.-A-1.+B-1.-A-2.+B-2.-a+0.+B+2.-a+1.
build5p21A/folds/fold-0-0-30:REMARK Build Rank 30 Fold 74 920.888 26.32 34.99 EegGJjFfbBAadDCchHIikK EgJFbAdChIk +B+0.-B+1.+B+3.+A+0.-A-1.+B-2.-a+0.+B-1.-a+1.+B+2.-a+2.
build5p21A/folds/fold-0-10-10:REMARK Build Rank 10 Fold 78 841.459 25.56 32.92 EeaAcCDdgGHhkKJjiIFfbB EacDgHkJiFb +B+0.-B+2.-B+1.+A+0.-A-1.+B-2.-A-2.+B-3.-a+0.+B-1.-a+1l.
build5p21A/folds/fold-0-10-50:REMARK Build Rank 50 Fold 482 610.515 18.57 32.88 cCaAEedDGgJjiIHhkKfFBb caEdGJiHkfB +B+0.+B-1.-B+1.+A+0.-A+1.-B+4.+a+0.-B+3.+A+2.+B+2.-a-1.
build5p21A/folds/fold-0-1-10:REMARK Build Rank 10 Fold 1654 1155.908 27.48 42.06 GgiIjJKkhHEefFCcDdaAbB GijKhEfCDab +B+0.-B-1.-B-2.+A+0.-A+1.+B+1.-a+0.+B+2.+A+2.-B+3.-a+1.
build5p21A/folds/fold-0-11-10:REMARK Build Rank 10 Fold 78 841.459 25.56 32.92 EeaAcCDdgGHhkKJJjiIFfbB EacDgHkJiFb +B+0.-B+2.-B+1.+A+0.-A-1.+B-2.-A-2.+B-3.-a+0.+B-1.-a+1.
build5p21A/folds/fold-0-1-20:REMARK Build Rank 20 Fold 1451 986.253 27.59 35.75 GgeEAaDdhHIikKJJfFCcbB GeADhIkJfCb +B+0.-B+1.+B+3.+A+0.-A-1.+B-1.-A-2.+B-2.-a+0.+B+2.-a+1.
buildS5p21A/folds/fold-0-1-30:REMARK Build Rank 30 Fold 74 920.888 26.32 34.99 EegGJjFfbBAadDCchHIikK EgJFbAdAChIk +B+0.-B+1.+B+3.+A+0.-A-1.+B-2.-a+0.+B-1.-a+1.+B+2.-a+2.
build5p21A/folds/fold-0-16-10:REMARK Build Rank 10 Fold 697 1024.487 30.85 33.21 DdbBRaCcgGHheEFfkKJjIi DbACgHeFkJI +B+0.-B+1.+B+2.+A+0.-A-1.4+B-2.-a+0.+B-1.-A-2.+B-3.+a-1.
best.list

fold-7-21-1 Build Rank
fold-7-20-1 Build Rank

fold-6-21-1 Build Rank
fold-0-21-1 Build Rank Fold 27 2082.695 38.44 54.19 dDBbRacCGgfFEehHIijJKk dBACGEEhIJjK +B+0.-B-1.-B-2.+A+0.-A+1.+B+1l.-a+0.+B+2.-a+1.+B+3.-a+2.
fold-6-4-1 Build Rank 1 Fold 120 2073.412 33.83 61.29 dDeEAabBCcfFGghHKkjJIi deAbCfGhKjI +B+0.+A+0.-B-2.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.-A+1.
fold-6-5-1 Build Rank 1 Fold 120 2073.412 33.83 61.29 dDeERabBCcfFGghHKkjJIi deAbCfGhKjI +B+0.+A+0.-B-2.+B-1.-a+0.+B+l.-a+1.+B+2.-a+2.+B+3.-A+l.

fold-7-21-2 Build Rank 2 Fold 457 2060.518 33.57 61.38 dDcCAabBEefFIihHKkjJgG dcAbEfIhKjg +B+0.+A+0.-B-2.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.+A+1.
fold-7-20-2 Build Rank 2 Fold 457 2060.518 33.57 61.38 dDcCRabBEefFIihHKkjJgG dcAbEfIhKjg +B+0.+A+0.-B-2.+B-1.-a+0.+B+l.-a+1.+B+2.-a+2.+B+3.+A+1.
fold-6-20-2 Build Rank 2 Fold 382 2058.172 34.18 60.22 dDcCAabBEefFIihHKkjJgG dcAbEfIhKjg +B+0.+A+0.-B-2.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.+A+1.

reranked best.list

fold-7-21-1 Build Rank 1 Fold 458 2263.359 36.63 61.80 dDcCAabBEefFIihHKkjJGg dcAbEfIhKjG +B+0.+A+0.-B-2.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.-A+1.
fold-7-20-1 Build Rank 1 Fold 458 2263.359 36.63 61.80 dDcCAabBEefFIihHKkjJGg dcAbEfIhKjG +B+0.+A+0.-B-2.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.-A+1.

fold-7-5-1 Build Rank 1 Fold 120 2042.016 33.26 61.40 dDeEAabBCcfFGghHKkjJIi deAbCEfGhKJjI +B+0.+A+0.-B-2.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.-A+1.
fold-7-4-1 Build Rank 1 Fold 120 2042.016 33.26 61.40 dDeERabBCcfFGghHKkjJIi deAbCfGhKjI +B+0.+A+0.-B-2.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.-A+1.

fold-7-21-2 Build Rank 2 Fold 457 2060.518 33.57 61.38 dDcCAabBEefFIihHKkjJgG dcAbEfIhKjg +B+0.+A+0.-B-2.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.+A+1.
fold-7-20-2 Build Rank 2 Fold 457 2060.518 33.57 61.38 dDcCAabBEefFIihHKkjJgG dcAbEfIhKjg +B+0.+A+0.-B-2.+B-1.-a+0.+B+l.-a+1l.+B+2.-a+2.+B+3.+A+1.

fold-6-5-1 Build Rank 1 Fold 120 2073.412 33.83 61.29 dDeERabBCcfFGghHKkjJIi deAbCfGhKjI +B+0.+A+0.-B-2.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.-A+l.
fold-6-4-1 Build Rank 1 Fold 120 2073.412 33.83 61.29 dDeEAabBCcfFGghHKkjJIi deAbCfGhKjI +B+0.+A+0.-B-2.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.-A+1.

fold-8-21-1 Build Rank 1 Fold 383 1965.641 32.19 61.06 dDcCAabBEefFIihHKkjJGg dcAbEfIhKjG +B+0.+A+0.-B-2.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.-A+1.
fold-8-20-1 Build Rank 1 Fold 383 1965.641 32.19 61.06 dDcCAabBEefFIihHKkjJGg dcAbEfIhKjG +B+0.+A+0.-B-2.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.-A+1.

1 Fold 458 2263.359 36.63 61.80 dDcCAabBEefFIihHKkjJGg dcAbEfIhKjG +B+0.+A+0.-B-2.+B-1.-a+0.+B+l.-a+1.+B+2.-a+2.+B+3.-A+1.
1 Fold 458 2263.359 36.63 61.80 dDcCRabBEefFIihHKkjJGg dcAbEfIhKjG +B+0.+A+0.-B-2.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.-A+1.
fold-6-20-1 Build Rank 1 Fold 383 2263.174 37.32 60.64 dDcCAabBEefFIihHKkjJGg dcAbEfIhKjG +B+0.+A+0.-B-2.+B-1.-a+0.+B+1l.-a+1l.+B+2.-a+2.+B+3.-A+1.
1 Fold 383 2263.174 37.32 60.64 dDcCAabBEefFIihHKkjJGg dcAbEfIhKjG +B+0.+A+0.-B-2.+B-1.-a+0.+B+l.-a+1.+B+2.-a+2.+B+3.-A+1.
1

12685.
11983.

7
8
12968.8
6

14091.
4054.46

11628

11140.
6825.
7224.
9163.

96
33
06

12685.7

11983.8
8534.68
8963.33

6825.
7224.
11140.

11628

8938.
9524.

96
33
5

13
64

1152.89
982.181
915.411
839.062
603.613
1152.91
839.089
981.822
915.553
1022.28
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1.2 Target test set
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2r4qA (102) = +B+0.-A+0.+B-1.-a+0.+B+1.+B+2.-A+1

A domain of fruA from Bacillus subtilis. The top scoring folds under all
ranking schemes had the correct 3-sheet topology for this protein but under the
combined packing/contact score, the terminal helix was flipped. Re-ranking the

best list by just the contact score brought the correct fold at the top.
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A

||
|vv<3v

KVVGVTSCI AGHT
KI VAl TSCI AGHT

| VCEVAACTAGHT
KI VGVAACTVGHT

| | GI AACTSGHT
KI'l AVTACPSGHT
KVVAI TACPTGHT
KLVAVTACVSGHT

L GHDVKI EQQGAMGTI DEI T|
MGHE|I KVEQQGAMGRVNTI T
LGHTI KVETQGTI GTENEL
AGHDVKI ETQGTI GI ENQLT

ADVVI | AADKVI FKGKPVVRVKI g
ADFI LI ASDQTI FDGKKVI KVKI G
ADVVI LAVDVKI FTNKRI VRVKTE]
ADI VLLAVDVKI FEGKKVVKVPTE|
L GHNVHI ETQGTI GI EDEL S| ADVVI | AADI KI FKGKRVVEI PTD|
KGWDVKVETQGSI GLENELT| ADMVI LTKDI GI FAGKTI VRVNI S|
L GHDVKVET QGAI GI ENEL S| ADVVLLAVDI Al FEDKRVVRVP

L KWQLKVETQGAL GVEYSLT| ADAVI LI NDVAI FQNCRCVQAD

LVAVTACVSGHT EKWSI KI ETQGAL GTENRLT| ADVVLLI TDI EL GMERF TRSRYVQSGI S
KI VAVTACPTGHT| L GVSI KVETQGAMGVENVLT| ADLVI | ASDI EI DISMIRFL GI NSKQFPI E
RI VAVTACPTGHT| FNVSI KVETQGAMGI ENLLT| ADKVLI VSDI DI FDPAKTVFI PME|
KI VAVTACPTGHT| HNVQI KVET QGAMGI ENQL T| ADRVLI VSDI EI FEGTRQI QI P! E|
KI I AVTACATGHT MGHL I KVETQGATGI DNEL T AEVVI FAVDTKVN FEGKEI LEVPVN|
KI'I AVTACATGHT| KVETQGATGI ENELT GEVVI FAVDTKVNERF DGKVVLEVPVS|
KI LAVTACPTGHT| L GVEI KVETNGSSGI KHKLT| APAI | VAADKQVE FKGKRVLQVPVT

vvevlm A
| VAI TSCI AG
| VCVAACTAG
| VGVAACT VG|
| | GI AAC]

| | AVTACP
VVAI TACP
LVAVTACV|
LVAVTACV,
| VAVTACP
| VAVTACP
| VAVTACP
| | AVTACA
| | AVTACA
| LAVTACP
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| VAI TSCI

| VCVAACT
| VGVAACT
| | GI AACT
| | AVTACP
VVAI TACP
LVAVTACYV
LVAVTACV
| VAVTACP
| VAVTACP
| VAVTACP
| | AVTACA
| | AVTACA
| LAVTACP
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KVVGVTSCI AGHT L GHDVKI EQQGAMGTI DEI T, ADVVI | AADKVI G| FKGKPVVRVKI G|

Kl VAI TSCI AGHT MGHEI KVEQQGAMGRVNTI T, ADFI LI ASDQTI Gi FDGKKVI KVKI Gl
| VCVAACTAGHT LGHTI KVETQGTI GTENEL ADVVI LAVDVKI Gi FTNKRI VRVKTE]|

Kl VGVAACTVGHT AGHDVKI ETQGTI GI ENQLT ADI VLLAVDVKI Gi FEGKKVVKVPTE]
I'I GI AACTSGHT L GHNVHI ETQGTI Gl EDELS ADVVI | AADI KI Gi

KI I AVTACPSGHT KGWDVKVETQGS!I GLENELT, ADMVI LTKDI GI F

KVVAI TACPTGHT L GHDVKVETQGAI Gl ENEL S ADVVLLAVDI Al G FEDKRVVRVPI

KLVAVTACVSGHT LKWQLKVETQGALGVEYSLT,
LVAVTACVSGHT EKWSI KI ETQGALGTENRLT,

KI VAVTACPTGHT LGVSI KVETQGAMGVENVLT, ADLVI | ASDI EI D FLGI NSKQFPI E|

Rl VAVTACPTGHT FNVSI KVETQGAMGI ENLLT, ADKVLI VSDI DI FDPAKTVFI PME]|

KI VAVTACPTGHT HNVQI KVETQGAMGI ENQLT| ADRVLI VSDI EI

KI I AVTACATGHT MGHL | KVETQGATGI DNELT, AEVVI FAVDTKVN

KI | AVTACATGHT MGNL| KVETQGATGI ENELT, GEVVI FAVDTKVN| FDGKVVLEVPVS]

KI LAVTACPTGHT LGVEI KVETNGSSGI KHKLT,| APAI | VAADKQVE| FKGKRVLQVPVT

ADAVI LI NDVAI E| FQNCRCVQADI
ADVVLLI TDI ELG| FTRSRYVQSGI S|
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wtaylor@mulll:~/fewpred/pred2r4gA$

build2rd4gA/folds/fold-4-0-
build2r4gA/folds/fold-4-1-
build2r4qA/folds/fold-3-1-
build2r4gA/folds/fold-3-0-
build2rd4gA/folds/fold-2-1-1:
build2r4gA/folds/fold-2-0-

build2rdgA/folds/fold-3-1-2:

build2r4gA/folds/fold-3-0-

build2r4gA/folds/fold-9-1-1:
build2r4qA/folds/fold-9-0-1:

Bu
Bu
Bu
Bu
Bu
Bu

REMARK Bu
REMARK Bu
REMARK Bu
REMARK Bu

ild
ild
ild
ild
ild
ild
ild
ild
ild
ild

Ra
Ra
Ra
Ra
Ra
Ra
Ra
Ra
Ra
Ra

nk
nk
nk
nk
nk
nk
nk
nk
nk
nk

head folds.sort

T S SIS

wtaylor@mulll:~/fewpred/pred2r4gA$ head folds.best

fold-4-0-1 Build
fold-4-1-1 Build
fold-3-1-1 Build
fold-3-0-1 Build
fold-2-1-1 Build
fold-2-0-1 Build
fold-3-1-2 Build
fold-3-0-2 Build
fold-9-1-1 Build
fold-9-0-1 Build

Rank
Rank
Rank
Rank
Rank
Rank
Rank
Rank
Rank
Rank

1
1
1
1
1
1
2
2
1
1

Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold

181
181
181
181
114
114
183
183
183
183

1217.
1217.
1157.
1157.
1157.
1157.

1146
1146

1144.
1144.

459
459
376
376
226
226
.891
.891
679
679

55.
55.
54.
54.
46.

46

47.
47.
52.

52

23
23
60
60
40
.40
02
02
66
.66

wtaylor@mulll:~/fewpred/pred2rd4gA$ sort -nr -k9

fold-2-9-1 Build
fold-2-8-1 Build
fold-3-9-1 Build
fold-3-8-1 Build
fold-8-9-4 Build
fold-8-8-4 Build
fold-1-9-1 Build
fold-1-8-1 Build
fold-4-9-3 Build
fold-4-8-3 Build

Rank
Rank
Rank
Rank
Rank
Rank
Rank
Rank
Rank
Rank

1
1
1
1
4
4
1
1
3
3

Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold

177 1047.627 39.16 26.76

44 1046.
44 1046.

177
177

932.
932.

44 1010.
44 1010.
44 1006.
44 1006.

772
772
545
545
522
522
216
216

39.
39.
35.
35.
38.
38.
40.
40.

65
65
42
42
50
50
02
02

22.
22.
21.
21.
24.
24.
24.
24.
21.
21.

fo

26
26
26
26
26
26
25.
25.

Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold

lds.best

181
181
181
181
114
114
183
183
183
183

1217
1217
1157
1157
1157
1157
1146
1146
1144
1144

05 cCDdaABbeEFfgG
05 cCDdaABbeEFfgG
20 cCDdaABbeEFfgG
20 cCDdaABbeEFfgG
94 cCDdaABbeEfFGy
94 cCDdaABbeEfFGg
39 cCDdaABbeEfFGg
39 cCDdaABbeEfFGg
74 EegGFfbBCcaADd
74 EegGFfbBCcaADd

| head

14 DAgGFfeEBbAacC
14 DAgGFfeEBbAacC

.459 55,
.459 55.
.376 54.
.376 54.
.226 46.
.226 46
.891 47.
.891 47.
.679 52.
.679 52.

cDaBeFg
cDaBeFg
cDaBeFg
cDaBeFg
cDaBefG
cDaBefG
cDaBefG
cDaBefG
EgFbCaD
EgFbCaD

DgFeBAc
DgFeBAc
DgFeBAc
DgFeBAc
DgFeBAc
DgFeBAc
DgFeBAc
DgFeBAc

23 22.
23 22.
.20
60 21.
40 24.
.40 24.
02 24.
02 24.
66 21.
66 21.

60 21

+B+0.
+B+0.
+B+0.
+B+0.
+B+0.
+B+0.
+B+0.
+B+0.
+B+0.
+B+0.

DAgGFfeEBbAacC DgFeBAc +B+0.
177 1047.627 39.16 26.76 DAgGFfeEBbARacC DgFeBAc +B+0.
.40 DdgGFfeEBbAacC
.40 DdgGFfeEBbAacC
.33 DdgGFfeEBbAacC
.33 DdgGFfeEBbAacC
.25 DAgGFfeEBbAacC
.25 DdgGFfeEBbAacC

05
05

20
94
94
39
39
74
74

-A+0.
-A+0.
-A+0.
-A+0.
-A+0.
-A+0.
-A+0.
-A+0.
-A+0.
-A+0.

-A+0

+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.

cCDdaABbeEF fgG
cCDhdaABbeEFfgG
cCDdaABbeEFfgG
cCDhdaABbeEFfgG
cCDdaABbeEfFGg
cCDdaABbeEfFGg
cCDdaABbeEfFGg
cCDdaABbeEfFGy
EegGFfbBCcaADd
EegGFfbBCcaADd

.+B-1.-a+0.+B+1

+B-1.-a+0.+B+1.
+B-1.-a+0.+B+1.
+B-1.-a+0.+B+1.
+B-1.-a+0.+B+1.
+B-1.-a+0.+B+1.
+B-1.-a+0.+B+1.
+B-1.-a+0.+B+1.
+B-1.-a+0.+B+1.

+B-1.-a+0.+B+1.
+B-1.-a+0.+B+1.
+B-1.-a+0.+B+1.
+B-1.-a+0.+B+1.
+B-1.-a+0.+B+1.
+B-1.-a+0.+B+1.
+B-1.-a+0.+B+1.
+B-1.-a+0.+B+1.
+B-1.-a+0.+B+1.
+B-1.-a+0.+B+1.

cDaBe
cDaBe
cDaBe
cDaBe
cDaBe
cDaBe
cDaBe
cDhaBe
EgFbC
EgFbC

L+B+2.
-A+0.+B-1.-a+0.+B+1.+B+2.

+B+2.
+B+2.
+B+2.
+B+2.
+B+2.
+B+2.
+B+2.
+B+2.

~B+2.
-B+2.
~B+2.
-B+2.
+B+2.
+B+2.
+B+2.
+B+2.
-B+2.
-B+2.

Fg +B+0
Fg +B+0

Fg +B+0.
Fg +B+0.
£G +B+0.
£G +B+0.

£G +B+0

£G +B+0.

aD +B+0
aD +B+0

+A+1.
+A+1.
+A+1.
+A+1.
-A+1.
-A+l.
-A+1.
-A+l.
+A+1.
+A+1.

-A+1.

-A+1l.

-A+l. 4
-A+l. 4
-A+l. 4
-A+1. 3
-A+l. 4
-A+1l. 3
-A+l. 5
-A+l. 4

L-A+
.—A+
-A+
—A+
—A+
-A+
.—A+
.
.—A+
. A+

4205.
4375.
4007.
3439.
2478.

4751

2318.
3824.
4754.
2955.

4423
4831
811
505.
304.
622.
537.
638.
014.
397.

0.+B-1
0.+B-1
0.+B-1
0.+B-1
0.+B-1
0.+B-1
0.+B-1
0.+B-1
0.+B-1
0.+B-1

81
06

09
88
.84
53

84

.34
.22

.99

79
11
81
93
6

47
92

.—a+0.
.—a+0.
.—a+0.
.—a+0.
.—a+0.
.—a+0.
.—a+0.
.—a+0.
.—a+0.
.—a+0.

+B+1.
+B+1.
+B+1.
+B+1.
+B+1.
+B+1.
+B+1.
+B+1.
+B+1.
+B+1.

-B+2.
-B+2.
-B+2.
-B+2.
+B+2.
+B+2.
+B+2.
+B+2.
-B+2.
-B+2.

+A+1.
+A+1.
+A+1.
+A+1.
-A+l.
-A+1.
-A+l.
-A+1.
+A+1.
+A+1.

1216
1216

1156
1156
1156

.68
.57
1157.
.42
.28
.27
1146.
1145.
1144.
1143.

83
55
95

29



3a2eA (108) = +B+0.-A+0.+B+4.-B+3.+A-1.-B+1.+B+2

Ginkbilobin-2, an antifungal protein from Ginkgo biloba. The PLATO
server made many models with the correct 0-4-2 architecture for this protein but
the native protein contains a left-handed Saf connection combined with a pair

of crossing loops, both of which are filtered-out by PLATO.
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111sA (111) = +B+0.-A+0.+B-1.-A-1.+B-2.+B-3.-a+0.+B+1

A protein of Unknown Function MTH1491 from Methanobacterium
thermoautotrophicum. Ranked on the combined score, the top models were
based on a small Form with 1-3-2 architecture and despite having the correct
overall fold, the edge strands and some helices were poorly constrained. The
reranked best list however had a model with the more complete 1-5-2 Form in

top position with the correct fold.
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EVVLH LI PGI KI VT EGW YL
(HBABAYPAPNNQI ELLVN LLNNSTI VA
EVVAN LPEFVTVVP

TVVTH FI QEATFTP
DADPTAKI VVVAN LLPEATLV
YKVVYQI SEGT NGAPGTRI VVVAL LLLEAKVVP EGFAYLKP
KVVYQL SEGI NGAPGTKI VVVAF, LLMESKI VP EGYAYI KP
GLAGVEVEVVAH FPGYVGTVP EGWQYLRP

LLEGVDVVS] EGWAYI RP
| BVVF AV
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I TVVIHANGV
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TVTVTUVTTUVTTUVTTUTTUTTO

i
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VVP
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LV

VVP
I VP
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GFAYI
GYAYI
GFAYL
GFAYL
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V C| TVP GWQYL

VVF

VVL AL

LLV GV

VVA AF

VVT FL

VVA FL

VVA FL

VVA FL

VVA EL

VVA| VL AC] VVS GWAY

| | N OVSINKIRRENENER N s VP DANI EVVF NESENRE L« e F VBRSNS s c v <1 NACKNINRE. <. sEBBVosc! ¢l v EENEEINEREA:GVYFYL Q

[ |

VVQI KD NDI KDAEI EVVLH LI KDSDT KNI LIV QNL S LI PGIKIVT EGWI YL

| VHI DE YPAPNNQI ELLVN v KEA QI VI AV RKI T| LLNNSTI VAl LGYHYLRP
VFHI NE

AYHVNE

MYHL TE

VYQI SE

VYQLSE

AVHL DE

VFHI DE
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M>» VUV UVUEOUXAT
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L
L
L
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T
A
A
A
A
L
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Vv
|

Vv
A
Vv
Vv
A
\%

VGQGNADI EVVAN FQTNKML | GVNFVA QS| A LPEFVTVVP| EGFAYI KP
DTDPSAQI TVVTH LPNGGEY, RGVKFEI RNLK FI QEATFTP| QGYAYI KP
DADPTAKI VVVAN LKNGNPF RHVEFRA RNI D| LLPEATLV EGFAYLRP

AAXRX

K NGAPGTRI VVVAL LDKGRSF MGVEFRV FKVP LLLEAKVVP| EGFAYLKP
K NGAPGTKI VVVAF LSRGNTF: AGVEFRV RKI S LLMESKI VP EGYAYI KP
R EGLAGVEVEVVAH LRTGSP RGVRFVV RNL S FPGYVGTVP| EGWQYLRP
R

ADLESVRI EVVAY LRRDSEY] QGVRFCA S GMD| LLEGVDVVS] EGWAYI RP
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wtaylor@mulll:~/fewpred/predl11sA$

buildlllsA/folds/fold-9-5-
buildlllsA/folds/fold-9-5-
buildlllsA/folds/fold-9-4-3
buildlllsA/folds/fold-9-5-
buildlllsA/folds/fold-9-4-4:
buildlllsA/folds/fold-9-5-

buildlllsA/folds/fold-9-5-6:

buildlllsA/folds/fold-9-3-

REMARK
buildlllsA/folds/fold-18-1-1:REMARK Build Rank
buildlllsA/folds/fold-18-0-1:REMARK Build Rank

head folds.sort

Build
Build
Build
Build
Build
Build
Build
Build

wtaylor@mulll:~/fewpred/predl11sAS$ head

fold-9-5-1 Build
fold-9-5-2 Build
fold-9-4-3 Build
fold-9-5-3 Build
fold-9-4-4 Build
fold-9-5-4 Build
fold-9-5-6 Build

fold-9-3-2 Build

fold-18-1-1 Build Rank 1 Fold 362 603.768 24.43 24.72 CcbBEefFGgiIHhdDAa CbEfGiHdA +B+0.-A+0.+B-1.-A-1.
fold-18-0-1 Build Rank 1 Fold 362 603.768 24.43 24.72 CcbBEefFGgiIHhdDAa CbEfGiHdA +B+0.-A+0.+B-1.-A-1.

Rank
Rank
Rank
Rank
Rank
Rank
Rank
Rank

1
2
3
3
4
4
6
2

Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold

70
99
69
69
98
98

711

710.
710.
710.

709
709

wtaylor@mulll:~/fewpred/predl11sA$

fold-15-17-1 Build Rank 1 Fold 406
fold-26-17-1 Build Rank 1 Fold 838
fold-26-16-1 Build Rank 1 Fold 838

fold-26-17-4 Build Rank 6 Fold 21 426.427 17.07 24.98 RacCDdgGFfHheEBb AcDgFHeB
fold-26-16-4 Build Rank 6 Fold 21 426.427 17.07 24.98 AacCDdgGFfHheEBb AcDgFHeB
fold-8-9-1 Build Rank 1 Fold 26 530.064 21.42 24.74 BbcCDdgGFfeEAa BcDgFeA +B+0.
fold-8-8-1 Build Rank 1 Fold 26 530.064 21.42 24.74 BbcCDdgGFfeEAa BcDgFeA +B+0.

.217
411
078
078
.352
.352

sort -nr -k9 folds.best

fo

40.
40.
36.
36.
36.
36.

Rank
Rank
Rank
Rank
Rank
Rank
Rank
Rank

lds.

79
79
78
78
78
78

1 Fold 70
2 Fold 99
3 Fold 69
3 Fold 69
4 Fold 98
4 Fold 98
6 Fold 100
2 Fold 23
1 Fold 362
1 Fold 362
best
17.43 aABbcCFfeEdD
17.41 EefFCcbBAaDd
19.31 aABbcCFfeEDd
19.31 aABbcCFfeEDd
19.29 EefFCcbBRadD
19.29 EefFCcbBAadD

| head

711.
710.
710.
710.
709.
709.
623.
608.

217
411
078
078
352
352
324
719

40.
40.
36.
36.
36.
36.
40.
37.

79
79
78
78
78
78
35
84

17.
17.
19.
19.
19.
19.
15.
.09

16

43
41
31
31
29
29
45

603.768 24.43 24.72
603.768 24.43 24.72

aBcFed
EfCbAD
aBcFeD
aBcFeD
EfCbAd
EfCbAd
100 623.324 40.35 15.45 EefFCcbBaADd EfCbaD +B+0.-A+0.+B-1.-A-1.-B-2.+a+0. 3
23 608.719 37.84 16.09 eEFfcCDdaAbB eFcDab +B+0.-A+0.+B-1.-A-1.+B-2.+a+0. 33

+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.

+B-1
+B-1
+B-1
+B-1
+B-1
+B-1

aABbcCFfeEdD
EefFCcbBAaDd
aABbcCFfeEDd
aABbcCFfeEDd
EefFCcbBAadD
EefFCcbBAadD
EefFCcbBaADd
eEFfcCDdaAbB

CcbBEefFGgi

CcbBEefFGgi

LA-1.4B-2.+
L-A-1.4B-2.+
L-A-1.4B-2.-
.-A-1.+B-2.-
LA-1.4B-2.-
.-A-1.+4B-2.-

aBcFed
EfCbAD
aBcFeD
aBcFeD
EfCbAd
EfCbAd
EfCbaD
eFcDab
IHhdDAa
IHhdDAa

a+0. 49
a+0. 31
a+0. 23
a+0. 21
a+0. 32
a+0. 28

+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
CbEfGiHdA
CbEfGiHdA

36.69

23.17

06.36

80.46

17.71

20.8

709.19
71.93

+B-1.-A-1.+B-2.+a+0.
+B-1.-A-1.+B-2.+a+0.
+B-1.-A-1.+B-2.-a+0.
+B-1.-A-1.+B-2.-a+0.
+B-1.-A-1.+B-2.-a+0.
+B-1.-A-1.+B-2.-a+0.
+B-1.-A-1.-B-2.+a+0.
+B-1.-A-1.+B-2.+a+0.

+B-2.-A-2.+B-3.-a+0.+B+1. 2188.78
+B-2.-A-2.+B-3.-a+0.+B+1. 2072.08

560.596 18.70 29.97 BbcCDAgGFfHheEAa BcDgFHeA +B+0.-A+0.+B-1.-A-1.+B-2.+B-3.-a+0.+B+1. 2287.64
548.242 18.70 29.31 BbcCDdgGFfHheERa BcDgFHeA +B+0.-A+0.+B-1.-A-1.+B-2.+B-3.-a+0.+B+1. 3783.01
548.242 18.70 29.31 BbcCDAgGFfHheEAa BcDgFHeA +B+0.-A+0.+B-1.-A-1.+B-2.+B-3.-a+0.+B+1. 3291.21
fold-4-0-7 Build Rank 14 Fold 103 386.648 14.59 26.51 GghHIiFfbBAaCcdDEe GhIFbACdE +B+0.-A+0.+B-1.+a+0.-a+1.+B+3.+B+2.-A+1.+B+1. 1551.03
fold-4-0-6 Build Rank 11 Fold 449 386.652 14.59 26.51 CcbBAaDdhHIiGgfFEe CbADhIGfE +B+0.-A+0.+B-1.+a+0.-a+1.+B+3.+B+2.-A+1.+B+1. 1606.33
+B+0.-A+0.+B-2.-A-1.+B-3.
+B+0.-A+0.+B-2.-A-1.+B-3.

-A+0.+B-1.-A-1.+B-2.-a+0.
-A+0.+B-1.-A-1.+B-2.-a+0.

+B-4.-a+0.+B-1. 2274.83
+B-4.-a+0.+B-1. 3439.67

+B+1. 3925.
+B+1. 3000.

81
81

fold-18-1-1 Build Rank 1 Fold 362 603.768 24.43 24.72 CcbBEefFGgiIHhdDAa CbEfGiHdA +B+0.-A+0.+B-1.-A-1.+B-2.-A-2.+B-3.-a+0.+B+1. 2188.78

710.
709.
709.
708.
708.
707.
L322
607.
+B+0.-A+0.+B-1.-A-1.+B-2.
+B+0.-A+0.+B-1.-A-1.+B-2.

621

779
809
296
416
352
902

525
-A-2.+B-3.-a+0.+B+1. 603.202
-A-2.+B-3.-a+0.+B+1. 603.065

34



3guvA (149) = +B+0.-A+0.+B-1.-a+0.+B+1.-a+1.+B+2.(-A+1)

A resolvase family site-specific recombinase from Streptococcus pneu-
moniae. Under all rankings, the top folds corresponded to the native with the
exception of the orientation of the long terminal a-helix which does not pack on
the [3-sheet but forms a coiled-coil in the dimeric native structure. Excluding this
helix after the chain break in the structure (leaving 121 residues) the top models

were all correct.
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wtaylor@mulll:~/fewpred/pred3guvA$

build3guvA/folds/fold-4-1- Build Rank 1 Fold 1 1669.002 34.45 48.45 CcbBRadDEehHGgfF CbAJEhGf +B+0.-A+0.+B-1.-a+0.
build3guvA/folds/fold-4-0- Build Rank 1 Fold 1 1669.002 34.45 48.45 CcbBRadDEehHGgfF CbAdEhGf +B+0.-A+0.+B-1.-a+0.
build3guvA/folds/fold-0-0- Build Rank 1 Fold 1 1649.208 39.22 42.05 CcbBAadDEehHGgfF CbAJEhGE +B+0.-A+0.+B-1.-a+0.
build3guvA/folds/fold-0-1- Build Rank 1 Fold 1 1649.208 39.22 42.05 CcbBRadDEehHGgfF CbAdJEhGf +B+0.-A+0.+B-1.-a+0.
build3guvA/folds/fold-0-4-1: Build Rank 1 Fold 1 1634.165 38.89 42.02 CcbBAadDEehHGgfF CbAdEhGE +B+0.-A+0.+B-1.-a+0.
build3guvA/folds/fold-0-5- Build Rank 1 Fold 1 1634.165 38.89 42.02 CcbBAadDEehHGgfF CbAdEhGE +B+0.-A+0.+B-1.-a+0.
build3guvA/folds/fold-0-5-2:REMARK Build Rank 2 Fold 298 1618.097 38.89 41.61 EehHGgfFCcbBAadD EhGfCbAd +B+0.-A+0.+B-1.-a+0.
build3guvA/folds/fold-0-4-2:REMARK Build Rank 2 Fold 298 1618.097 38.89 41.61 EehHGgfFCcbBAadD EhGfCbAd +B+0.-A+0.+B-1.-a+0.
build3guvA/folds/fold-5-1-1:REMARK Build Rank 1 Fold 1 1612.850 34.75 46.41 CcbBARadDEehHGgfF CbAdEhGf +B+0.-A+0.+B-1.-a+0.
build3guvA/folds/fold-5-0-1:REMARK Build Rank 1 Fold 1 1612.850 34.75 46.41 CcbBAadDEehHGgfF CbAdEhGE +B+0.-A+0.+B-1.-a+0.
wtaylor@mulll:~/fewpred/pred3guvA$ head folds.best

fold-4-1-1 Build Rank 1 Fold 1 1669.002 34.45 48.45 CcbBAadDEehHGgfF CbAdEhGf +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-A+1. 8298.47
fold-4-0-1 Build Rank 1 Fold 1 1669.002 34.45 48.45 CcbBAadDEehHGgfF CbAdEhGf +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-A+1. 7118.46
fold-0-1-1 Build Rank 1 Fold 1 1649.208 39.22 42.05 CcbBAadDEehHGgfF CbAdEhGf +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-A+1. 5440.91
fold-0-5-1 Build Rank 1 Fold 1 1634.165 38.89 42.02 CcbBAadDEehHGgfF CbAdEhGf +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1.+B+2.-A+1. 5123.67
fold-5-1-1 Build Rank 1 Fold 1 1612.850 34.75 46.41 CcbBAadDEehHGgfF CbAdEhGf +B+0.-A+0.+B-1.-a+0.+B+l.-a+1l.+B+2.-A+1. 6635.97
fold-5-0-1 Build Rank 1 Fold 1 1612.850 34.75 46.41 CcbBAadDEehHGgfF CbAdEhGf +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-A+1l. 6516.16
fold-0-2-1 Build Rank 1 Fold 182 1579.885 42.41 37.26 cCBbaADdeEHhgGFf cBaDeHgF +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-A+1. 3172.21
fold-0-3-1 Build Rank 1 Fold 182 1579.885 42.41 37.26 cCBbaADdeEHhgGFf cBaDeHgF +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-A+1. 4102.83
fold-4-5-1 Build Rank 1 Fold 130 1526.779 33.16 46.04 CcbBAadDEehHGgfF CbAdEhGf +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-A+1. 4052.71
fold-4-4-1 Build Rank 1 Fold 130 1526.779 33.16 46.04 CcbBAadDEehHGgfF CbAdEhGf +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-A+1. 8989.51
wtaylor@mulll:~/fewpred/pred3guvA$ sort -nr -k9 folds.best | head

fold-12-1-7 Build Rank 16 Fold 661 1145.056 20.22 56.64 GghHIifFEebBCcAadD GhIfEbCAd +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1.+B+2.+B+3.-A+1
fold-12-1-6 Build Rank 13 Fold 125 1145.072 20.22 56.64 CcbBAadDEehHGQIifF CbAdEhGIf +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.+B+3.-A+1.
fold-12-0-7 Build Rank 16 Fold 661 1145.056 20.22 56.64 GghHIifFEebBCcAadD GhIfEbCAd +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1.+B+2.+B+3.-A+1.
fold-12-0-6 Build Rank 13 Fold 125 1145.072 20.22 56.64 CcbBAadDEehHGgIifF CbAdEhGIf +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.+B+3.-A+1.
fold-7-1-14 Build Rank 27 Fold 1158 990.032 18.38 53.85 GghHIifFEebBCcAadD GhIfEbCAd +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.+B+3.-A+1.
fold-7-0-14 Build Rank 27 Fold 1158 990.032 18.38 53.85 GghHIifFEebBCcAadD GhIfEbCAd +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1l.+B+2.+B+3.-A+1l
fold-7-1-6 Build Rank 12 Fold 1157 1112.760 20.69 53.78 GghHIifFEebBCcaADd GhIfEbCaD +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-B+3.+A+1.
fold-7-0-6 Build Rank 12 Fold 1157 1112.760 20.69 53.78 GghHIifFEebBCcaADd GhIfEbCaD +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1.+B+2.-B+3.+A+1

fold-45-3-5 Build Rank 5
fold-45-2-5 Build Rank 5

head folds.sort

Fold 167 795.299 14.87 53.49 CcbBRadDEegGFfHhiI CbAdEgFHi +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.+B+3.-a+2. 14
Fold 167 795.299 14.87 53.49 CcbBAadDEegGFfHhiI CbAdJEgFHi +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.+B+3.-a+2. 27
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2gj8A (161) = +B+0.-A+0.+B-1.-A-1.+B-2.-a+0.+B+1.-a+1.+B+2.-B+4.+B+3.-A+1

The MnmE G-domain from Escherichia coli. The top models under the
combined score were a good approximations to this ras-like protein except that
the irregular amino terminal edge of the domain had been predicted in a more
regular (Rossmann-like) way. The reranked best list however, reproduced the
ras-type topology on this edge with the one slight deviation of linking an exposed

loop as a short extra strand on the edge of the sheet.
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wtaylor@mulll:~/fewpred/pred2gj8A$ head folds.sort

build2gj8A/folds/fold-30-22-1:REMARK Build
build2gj8A/folds/fold-31-22-1:REMARK Build
build2gj8A/folds/fold-31-23-1:REMARK Build
build2gj8A/folds/fold-44-3-1:REMARK Build
build2gj8A/folds/fold-44-2-1:REMARK Build

build2gj8A/folds/fold-32-23-1
build2gj8A/folds/fold-32-22-1
build2gj8A/folds/fold-36-23-1
build2gj8a/folds/fold-36-22-1
build2gj8Aa/folds/fold-28-22-1

:REMARK
:REMARK
:REMARK
:REMARK
:REMARK

Build
Build
Build
Build
Build

wtaylor@mulll:~/fewpred/pred2gj8As head fol

fold-30-22-1 Build Rank 1 Fold 833 2648.
fold-31-22-1 Build Rank 1 Fold 839 2624.
fold-31-23-1 Build Rank 1 Fold 839 2624.

Rank
Rank
Rank
Rank
Rank
Rank
Rank
Rank
Rank
Rank

ds.best

1

1

1
1F
1F

e

630 51.80 51.
941 50.71 51

Fold
Fold
Fold
old

old

Fold
Fold
Fold
Fold
Fold

13 gGHhiIL1kKJjeEFfcCAabBDd
.77 gGHhiIL1kKJjeEFfcCAabBDd gHiLkJeFcAbD +B+0.-A+0.+B-1.-A-1.+B-2.-a+0.+B+1l.-a+1.+B+2.-B+4.+B+3.-A+1.
941 50.71 51.77 gGHhiIL1kKJjeEFfcCAabBDd gHiLkJeFcAbD +B+0.-A+0.+B-1.-A-1.+B-2.-a+0.+B+1l.-a+1.+B+2.-B+4.+B+3.-A+1l.

833
839
839
763
763
796
796
833
833
636

2648.630 51.80 51.13
2624.941 50.71 51.77
2624.941 50.71 51.77
2590.722 51.16 50.64
2590.722 51.16 50.64

2585.
2585.
.206
.206
2552.

2576
2576

012
012

804

50.
50.
51.
51.
52.

01
01
41
41
11

51.
51.
50.
50.
48.

69
69
11
11
99

gGHhiIL1kKJjeEFfcCAabBDd gHiLkJeFcAbD +B+0.-A+0.+B-1.-A-1.+B-2.-a+0.+B+1l.-a+1.+B+2.-B+4.+B+3.-A+1
gGHhiIL1kKJjeEFfcCAabBDd gHilLkJeFcAbD +B+0.-A+0.+B-1.-A-1.+B-2.-a+0.+B+l.-a+1.+B+2.-B+4.+B+3.-A+1.
gGHhiIL1kKJjeEFfcCAabBDd gHiLkJeFcAbD +B+0.-A+0.+B-1.-A-1.+B-2.-a+0.+B+l.-a+1.+B+2.-B+4.+B+3.-A+1.

eEFfcCBbaADdgGHhiIL1kKJj eFcBaDgHiLkJ +B+0.-A+0.+B-1.-A-1.4B-2.-a+0.+B+1l.-a+1l.+B+2.-a+2.+B+3.-A+1.
eEFfcCBbaADdgGHhiIL1kKJ]j eFcBaDgHiLkJ +B+0.-A+0.+B-1.-A-1.+B-2.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.-A+1.

gGHhiIL1kKJjeEFfcCAabBDd
gGHhiIL1kKJjeEFfcCAabBDd
gGHhiIL1kKJjeEFfcCAabBDd
gGHhiIL1kKJjeEFfcCAabBDd
gGHhiTL1kKJjeEFfcCAabBDd

gHiLkJeFcAbD
gHiLkJeFcAbD
gHiLkJeFcAbD
gHiLkJeFcAbD
gHiLkJeFcAbD

+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.

+B-1.-A-1.

+B-1.-,
+B-1.-.

+B-1.-.

A-1

A-1
+B-1.-A-1.

A-1

+B-2.-a+0.
.+B-2.-a+0.
.+B-2.-a+0.
+B-2.-a+0.
.+B-2.-a+0.

gHiLkJeFcAbD +B+0.-A+0.+B-1.-A-1.+B-2.-a+0.+B+l.-a+1.+B+2.-B+4.+B+3.-A+1.

fold-44-3-1 Build Rank 1 Fold 763 2590.722 51.16 50.64 eEFfcCBbaADdgGHhiIL1kKJj eFcBaDgHiLkJ +B+0.-A+0.+B-1.-A-1.+B-2.-a+0.+B+l.-a+1.+B+2.-a+2.+B+3.-A+1. 1
fold-44-2-1 Build Rank 1 Fold 763 2590.722 51.16 50.64 eEFfcCBbaADdgGHhiIL1kKJj eFcBaDgHiLkJ +B+0.-A+0.+B-1.-A-1.+B-2.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.-A+1. 1
796 2585.012
796 2585.012
833 2576.206
833 2576.206
636 2552.804

fold-32-23-1 Build Rank 1 Fold
fold-32-22-1 Build Rank 1 Fold
fold-36-23-1 Build Rank 1 Fold
fold-36-22-1 Build Rank 1 Fold
fold-28-22-1 Build Rank 1 Fold

wtaylor@mulll:~/fewpred/pred2gj8A$ sort -nr

fold-9-1-2 Build Rank 4 Fold 774 2274.048 34.50 65.
f0ld-9-0-2 Build Rank 4 Fold 774 2274.048 34.50 65.

50.01
50.01
51.41
51.41
52.11

-k9 fo

fold-11-21-3 Build Rank 3 Fold 7299 2246.004 34.23
f0ld-11-20-3 Build Rank 3 Fold 7299 2246.004 34.23

51
51.
50.
50.
48.

lds

92
92
65
65

.best

| head

.69 gGHhiIL1lkKJjeEFfcCAabBDd
69 gGHhiIL1kKJjeEFfcCAabBDd
11 gGHhiIL1kKJjeEFfcCAabBDd
11 gGHhiIL1kKJjeEFfcCAabBDd
99 gGHhiIL1kKJjeEFfcCAabBDd

gHiLkJeFcAbD +B+0.-A+0.+B-1
gHiLkJeFcAbD +B+0.-A+0.+B-1.-A
gHiLkJeFcAbD +B+0.-A+0.+B-1.-A-
gHiLkJeFcAbD +B+0.-A+0.+B-1.-A.
gHiLkJeFcAbD +B+0.-A+0.+B-1

.+B-2.-a+0.+B+1l.-a+1.
.+B-2.-a+0.+B+l.-a+1.
+B-2.-a+0.+B+1l.-a+l.
.+B-2.-a+0.+B+l.-a+1.
.+B-2.-a+0.+B+1l.-a+l.

+B+2.-B+4.+B+3.-A+1.
+B+2.-B+4.+B+3.-A+1.
+B+2.-B+4.+B+3.-A+1.
+B+2.-B+4.+B+3.-A+1.
+B+2.-B+4.+B+3.-A+1.

GgjJL1lkKIihHEedDCcaABbfF GjLkIhEdCaBf +B+0.-A+0.+B-3.-B-2.+B-1.-a+0.+B+1l.-a+1.+B+2.-B+4.+B+3.-A+1. 95
GgjJL1kKIihHEedDCcaABbfF GjLkIhEdCaBf +B+0.-A+0.+B-3.-B-2.+B-1.-a+0.+B+l.-a+1.+B+2.-B+4.+B+3.-A+1. 11
.62 GgjJL1kKIihHEedDCcaABbfF GjLkIhEdCaBf +B+0.-A+0.+B-3.-B-2.+B-1.-a+0.+B+1l.-a+1.+B+2.-B+4.+B+3.-A+1.
.62 GgjJL1kKIihHEedDCcaABbfF GjLkIhEdCaBf +B+0.-A+0.+B-3.-B-2.+B-1.-a+0.+B+l.-a+1.+B+2.-B+4.+B+3.-A+1.
fold-2-21-3 Build Rank 3 Fold 8653 2245.654 34.23 65.61 GgjJL1lkKIihHEedDCcaABbfF GjLkIhEdCaBf +B+0.-A+0.+B-3.-B-2.+B-1.-a+0.+B+1l.-a+1.+B+2.-B+4.+B+3.-A+1l.

fold-2-20-3 Build Rank 3 Fold 8653 2245.654 34.23 65.61 GgjJL1lkKIihHEedDCcaABbfF GjLkIhEdCaBf +B+0.-A+0.+B-3.-B-2.+B-1.-a+0.+B+1l.-a+1.+B+2.-B+4.+B+3.-A+1

fold-11-1-2 Build Rank 4 Fold 322 2259.926 34.46 65.59 GgjJL1lkKIihHEedDCcaABbfF GjLkIhEdCaBf +B+0.-A+0.+B-3.-B-2.+B-1.-a+0.+B+l.-a+1.+B+2.-B+4.+B+3.-A+1. 9
fold-11-0-2 Build Rank 4 Fold 322 2259.926 34.46 65.59 GgjJLlkKIihHEedDCcaABbfF GjLkIhEdCaBf +B+0.-A+0.+B-3.-B-2.+B-1.-a+0.+B+1l.-a+1.+B+2.-B+4.+B+3.-A+1. 9
fold-2-1-2 Build Rank 4 Fold 336 2257.542 34.46 65.52 GgjJL1kKIihHEedDCcaABbfF GjLkIhEdCaBf +B+0.-A+0.+B-3.-B-2.+B-1.-a+0.+B+1l.-a+1.+B+2.-B+4.+B+3.-A+1l. 96
fold-2-0-2 Build Rank 4 Fold 336 2257.542 34.46 65.52 GgjJL1kKIihHEedDCcaABbfF GjLkIhEdCaBf +B+0.-A+0.+B-3.-B-2.+B-1.-a+0.+B+l.-a+1.+B+2.-B+4.+B+3.-A+1. 10
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2amjA (180) = +B+0.-A+0.+B-1.-a+0.+B+1.-a+1.+B+2.-a+2.+B+3.-A+1

A modulator of drug activity B from Escherichia coli. The same model
was ranked top of both the full and best lists and had the correct fold. The top
folds in the reranked best list, however, all included an extra edge strand resulting
in a rearrangement on the C-terminal edge of the domain with the correct fold

being displaced to rank 60.
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wtaylor@mulll:~/fewpred/pred2amjA$ head folds.full

build2amjA/folds/fold-12-4-
build2amjA/folds/fold-12-5-
build2amjA/folds/fold-12-5-
build2amjA/folds/fold-12-4-
build2amjA/folds/fold-12-4-
build2amjA/folds/fold-12-5-
build2amjA/folds/fold-12-4-
build2amjA/folds/fold-12-5-
build2amjA/folds/fold-12-4-
build2amjA/folds/fold-12-5-

1
1
2
2
3
3
4
4
5
5

:REMARK
:REMARK
:REMARK
:REMARK
:REMARK
:REMARK
:REMARK
:REMARK
:REMARK
:REMARK

wtaylor@mulll:~/fewpred/pred2amjAs$

fold-12-4-1
fold-12-5-1
fold-12-4-3
fold-12-5-3
fold-12-4-9
fold-12-5-9

wtaylor@mulll:~/fewpred/pred2amjA$ sort -nr -k9 folds.best | head

fo0ld-0-23-2 Build Rank 2 Fold 4180 853.203 17.21 49.58 hHIijJKkfFGgeEAaBbcCDd hIjKfGeABcD +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-B+4.-A+1.+B+3.-a+2.
fo0ld-0-22-2 Build Rank 2 Fold 4180 853.203 17.21 49.58 hHIijJKkfFGgeERaBbcCDd hIjKfGeABcD +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1.+B+2.-B+4.-A+1.+B+3.-a+2.

Build
Build
Build
Build
Build
Build

Rank
Rank
Rank
Rank
Rank
Rank

1
1
3
3
9
9

Fold
Fold
Fold
Fold
Fold
Fold

3353
3353
1203
1203
3354
3354

Build Rank
Build Rank
Build Rank
Build Rank
Build Rank
Build Rank
Build Rank
Build Rank
Build Rank
Build Rank
head folds.best
1211.596 26.53
1211.596 26.53
1207.525 26.53
1207.525 26.53
1150.657 25.20
1150.657 25.20

GO W W N e

45.
45.
45.
45.
45.
45.

Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold

67
67
51
51
67
67

3353 1211.596 26
3353 1211.596 26
529 1211.193 32.
529 1211.193 32.
1203 1207.525 26
1203 1207.525 26
3363 1205.505 31
3363 1205.505 31
328 1205.298 32.
328 1205.298 32.
cCDdaABbeEFfgGJjiIHh
cCDdaABbeEFfgGJjiIHh
GghHIijJEefFCcbBAadD
GghHIijJEefFCcbBAadD
cCDdaABbeEFfgGJjiThH
cCDdaABbeEFfgGJIjilhH

.53 45.67
.53 45.67

24 37.57
24 37.57

.53 45.51
.53 45.51
.15 38.70
.15 38.70

24 37.39
24 37.39

cDaBeFgJiH
cDaBeFgJiH
GhIJE£CbAd
GhIJEfCbAd
cDaBeFgJih
cDaBeFgJih

cCDdaABbeEFfgGJjiIHh
cCDdaABbeEFfgGJjiIHh
eEDdaABbcCFfiTHhgGT S
eEDdaABbcCFfiTIHhgGJ j
GghHI1jJEefFCcbBAadD
GghHIijJEefFCcbBAadD
cCDdaABbeEFfiIHhgGJj
cCDdaABbeEF fiTHhgGJT ]
EehHI1jJGgfFAadDCcbB
EehHIijJGgfFAadDCcbB

+B+0
+B+0
+B+0
+B+0
+B+0
+B+0

.—A+0.
.-A+0.
.-A+0.
.-A+0.
.—-A+0.
.-A+0.

+B-1
+B-1
+B-1
+B-1
+B-1
+B-1

.—a+0.
.—a+0.
.—a+0.
.—a+0.
.—a+0.
.—a+0.
f0ld-12-5-10 Build Rank 10 Fold 1204 1146.785 25.20 45.51 GghHIijJEefFCcbBAaDd GhIJjEfCbAD +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1.+B+2.-a+2.+B+3.+A+1.
fold-12-4-12 Build Rank 12 Fold 731 1120.151 30.65 36.55 eEJjiIHhgGDdaABbcCFf eJiHgDaBcF +B+0.-A+0.+B-2.-a+0.+B-1.-a+1.+B+2.-A+2.+B+1.-A+1
fold-12-0-3 Build Rank 3 Fold 3212 1102.119 26.45 41.67 gGHhiIJjeEFfcCBbaADd gHiJeFcBaD +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-a+2.+B+3.-A+1.
fold-12-1-3 Build Rank 3 Fold 3212 1102.119 26.45 41.67 gGHhiIJjeEFfcCBbaADd gHiJeFcBaD +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-a+2.+B+3.-A+l.

cDaBeFgJiH
cDaBeFgJiH
eDaBcFiHgJ
eDaBcFiHgJ
GhIJEfCbAd
GhIJE£CbAd
cDaBeFiHgJ
cDaBeFiHgJ
EhIJjGEAdCH
EhIJjGEAdCh

+B+l.-a+1l
+B+l.-a+l
+B+l.-a+1l
+B+l.-a+l
+B+1l.-a+1l
+B+l.-a+l

+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.
+B+0.-A+0.

.+B+2.-a+2.
L+B+2.-a+2.
.+B+2.-a+2.
LAB+2.-a+2.
SAB+2.-a+2.
LAB+2.-a+2.

+B+3

+B+3.
+B+3.

+B+3

+B+3.

+B+3

—A+l.

-A+1.
—A+1.
.—A+l.
+A+1.
AL

fold-0-22-19 Build Rank 19 Fold 4181 774.795 15.63 49.58 hHIijJKkfFGgeEAaBbcCdD hIjKfGeABcd +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1.+B+2.-B+4.-A+1.+B+3.+a+2.

f0ld-0-11-3 Build Rank 3 Fold 1032 851.767 17.36 49.07 CcbBAadDEegGFfjJiIHhkK CbAdEgFjiHk +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1.+B+2.-B+4.-RA+1.+B+3.-a+2.

fold-0-11-17 Build Rank 17 Fold 1033 776.677 15.83 49.07 CcbBAadDEegGFfjJiIHhKk CbAJEgFjiHK +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1.+B+2.-B+4.-A+1.+B+3.+a+2.
f0ld-0-11-10 Build Rank 10 Fold 1036 810.713 16.52 49.07 CcbBAadDEegGFfjJkKHhil CbAdEgFjkHi +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-B+4.-a+2.+B+3.-A+1.

fold-0-10-3 Build Rank 3 Fold 1032 851.767 17.36 49.07 CcbBAadDEegGFfjJiIHhkK CbAdEgFjiHk +B+0.-A+0.+B-1.-a+0.+B+1l.-a+1.+B+2.-B+4.-A+1.+B+3.-a+2.

£0ld-0-10-17 Build Rank 17 Fold 1033 776.677 15.83 49.07 CcbBAadDEegGFfjJiIHhKk CbAJEgFjiHK +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-B+4.-A+1.+B+3.+a+2.
f0ld-0-10-10 Build Rank 10 Fold 1036 810.713 16.52 49.07 CcbBRadDEegGFfjJkKHhiI CbAJEgFjkHi +B+0.-A+0.+B-1.-a+0.+B+l.-a+1l.+B+2.-B+4.-a+2.+B+3.-A+1.
£0ld-0-23-10 Build Rank 10 Fold 4185 787.909 16.21 48.60 hHIijJKkfFGgeEAaDdcCBb hIjKfGeADcB +B+0.-A+0.+B-1.-a+0.+B+l.-a+1.+B+2.-B+4.-a+2.+B+3.-A+1.

L+B+l.-a+l.+B+2.-a+2.
.+B+l.-a+l.+B+2.-a+2.
.+B-1l.-a+1.+B+2.-A+1
.+B-1.-a+1.+B+2.-A+1
.+B+l.-a+l.+B+2.-a+2.
L+B+l.-a+l.+B+2.-a+2.
+B+l.-a+l.+B+3.-A+1
+B+l.-a+1l.+B+3.-A+1
.+B-1.-a+1.+B+2.-A+1
.+B-1l.-a+1.+B+2.-A+1
4574.76
4903.27
4393.73
4443.93
3271.71
5239.77
5206.45
3719.28
4107.96
3695.68
2316.54
1998.52
2580.23
3059.01
2641.51
3624.17
2597.66
2337.25
3976.79
2407.44

+B+3
+B+3

LAB+L
.+B+1.
+B+3.

+B+3

.+B+2
L+B+2.
.+B+1
.+B+1

.-A+1.
.-A+l.
.-at2.
—a+2.
-A+l.
.-A+1.
L—at2.
—a+2.
Lmat+2.
.-at2.

1210.
1210.
1210.
1209.
1206.
1205.
1204.
1203.
1203.
1203.

81

11

21
84
02
61
52
21
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1vjnA (194)

A putative Zn-dependent hydrolase of the metallo-beta-lactamase su-
perfamily from thermotoga maritima. Unlike the proteins considered above,
1vjnA has two (-sheets, forming a three-layer Sf3« architecture (0-6+47-3), with
a 319 helix on the empty face bringing it close to a 4-layer architecture. The
PLATO server considered all three and four layer Forms with the dominant se-
lections being the 4-layer a3« architecture, resulting from the prediction of the
310 helix and some other loops as a-helices. The combinations of almost 20 sec-
ondary structure elements over this size of Form are ‘astronomic’ and the correct

fold was not found.
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lopiA (202) = -A+0.+B+0.-B-1.+B-2.+a+0.-B+1.-A+2.+B+4.-a+1.-B+2.+B+3.-A+1

L-fuculose-1-phosphate aldolase from Bacteroides thetaiotaomicron. The
same fold was top of both the full and best list and was a good approximation to
the native fold with the exception of a swap between the first and third (edge)
[-strands. Although this seems reasonable on the basis of their relative hydropho-
bicity, the predicted contacts linked the first strand to deeper SSEs and in the

reranked topology the top fold corresponded to the native.
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wtaylor@mulll:~/newpred/pred2opiA$

build2opiA/folds/fold-7-1-
build2opiA/folds/fold-7-0-
build2opiA/folds/fold-7-1-2
build2opiA/folds/fold-7-0-
build2opiA/folds/fold-3-0-1:
build2opiA/folds/fold-3-1-
build2opiA/folds/fold-7-8-1:
build2opiA/folds/fold-7-9-
build2opiA/folds/fold-7-9-2:
build2opiA/folds/fold-7-8-2:

REMARK
REMARK

wtaylor@mulll:~/newpred/pred2opiA$

Build
Build
Build
Build
Build
Build
Build Rank
fold-7-8-2 Build Rank 3
f0ld-39-20-2 Build Rank
fo0ld-39-20-3 Build Rank

Rank
Rank
Rank
Rank
Rank
Rank

Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold

2088 1
2088 1
2091 1
2091 1
3369 1
3369 1
5093 1
5093 1

1
1
2
2
2
2
3

wtaylor@mulll:~/newpred/pred2opiA$

fold-7-8-10
fold-7-8-14
fold-7-9-25
fold-7-8-25
fold-7-9-33
fold-7-8-33
fold-7-9-13
fold-7-8-13
fold-7-9-47

Build
Build
Build
Build
Build
Build
Build
Build
Build

14
18
32
32
43
43
17
17
60

Rank
Rank
Rank
Rank
Rank
Rank
Rank
Rank
Rank

Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold

2649
2646
2652
2652
2658
2658
2679
2679
2685

head folds.sort

Build
Build
Build
Build
Build
Build
Build
Build
Build
Build

Rank
Rank
Rank
Rank
Rank
Rank
Rank
Rank
Rank
Rank

WWRNRE NN e

head folds.best
211
211
183
183

.513
.513
.490
.490
129.653
129.653
085.273
085.273

31.
31.
31.
31.
28.
28.
25.
25.

16 3
16 3
39 3
39 3
23 4
23 4
84 4
84 4

sort -nr
918.
906.
752.
752.
736.
736.
908.
908.
698.

080
669
583
583
725
725
129
129
849

18.
18.
15.
15.
15.
15.
20.
20.
15.

40
82
77
77
86
86
39
39
70

Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold
Fold

8.
8.
7.
7.
0.
0.
1.
1.

49.
48.
47.
47.

46
46

44,
44.
44,

89
89
70
70
02
02
99
99

-k9 folds.best |

91
19
72
72
.44
.44
54
54
50

2088 1211.513 31.16 38.89 CcaABbdDeEFfkKL1iIJjhHGg CaBdeFkLiJhG
2088 1211.513 31.16 38.89 CcaABbdDeEFfkKL1iIJjhHGg CaBdeFkLiJhG
2091 1183.490 31.39 37.70 CcaABbdDeEFfkKL1iIHhjJGg CaBdeFkLiHJG
2091 1183.490 31.39 37.70 CcaBABbdDeEFfkKL1iIHhjJGg CaBdeFkLiHjG
2735 1136.571 31.20 36.42 JJIikK1LHhgGDdaABbcCEefF jIklHgDaBcEf
2735 1136.571 31.20 36.42 JJIikK1LHhgGDdaABbcCEefF jIklHgDaBcEf
3369 1129.653 28.23 40.02 KklLJjhHiIFfbBAadDCceEGg K1JhiFbAdCeG
3369 1129.653 28.23 40.02 KklLJjhHiIFfbBAadDCceEGg K1JhiFbAdCeG
5093 1085.273 25.84 41.99 KkhHL1jJiIFfbBAadDCceEGg KhLjiFbAdCeG
5093 1085.273 25.84 41.99 KkhHL1jJiIFfbBAadDCceEGg KhLjiFbAdCeG
CcaABbdDeEFfkKL11iIJjhHGg CaBdeFkLiJhG -A+0.+B+0.-B+1.+B+2.+a+0.-B+3.
CcaABbdDeEFfkKL1iIJjhHGg CaBdeFkLiJhG -A+0.+B+0.-B+1.+B+2.+a+0.-B+3.
CcaRABbdDeEFfkKL11iIHhjJGg CaBdeFkLiHjG -A+0.+B+0.-B+1.+B+2.+a+0.-B+3.
CcaABbdDeEFfkKL1iIHhjJGg CaBdeFkLiHjG -A+0.+B+0.-B+1.+B+2.+a+0.-B+3.
Kk1LJjhHiIFfbBAadDCceEGg K1JhiFbAdCeG -A+0.+B+0.-B-1.+B-2.+a+0.-B-3.
Kk1LJjhHiIFfbBAadDCceEGg K1JhiFbAdCeG -A+0.+B+0.-B-1.+B-2.+a+0.-B-3.
KkhHL1jJiIFfbBAadDCceEGg KhLjiFbAdCeG -A+0.+B+0.-B+2.+B+1.+a+0.-B-1.
KkhHL1jJiIFfbBAadDCceEGg KhLjiFbAdCeG -A+0.+B+0.-B+2.+B+1l.+a+0.-B-1.
—A+0.+B+0.-B+1.+B+2.+a+0.

head

DdeECcaAbBFfKk1LIiHhjJIGy
DdeECcaAbBFfKk1LIiJjhHGY
DdeECcaAbBFfKkhHiIL1jJGg
DdeECcalAbBFfKkhHiIL1jJGg
DdeECcaAbBFfKkjJiIL1hHGg
DdeECcaAbBF£KkjJiIL1hHGg
DdeECcaAbBFfiIlLKkJJhHGY
DdeECcaAbBFfiIlLKkJjhHGY
DdeECcaAbBFfiIjJKkL1hHGg

2 Fold 7539 1081.934 28.72 37.67 dDAabBCcFfeEGgmMJjiIKkhHL1 dAbCFeGmJiKhL
3 Fold 16 1078.719 25.37 42.52 dDCcaABbFfeEGgmMJIjiIKkhHIL dCaBFeGmJiKhl -A+0.+B+0.-B-2.+B-1.+a+0.-B+1.+B+2.-B+5.+a+1.-B+3.+B+4.-A+1.-A+2.

DeCabFK1IHJjG -A+0.+B+0.-B-1.+B-2.+a+0.-B+1
DeCabFK1IJhG -A+0.+B+0.-B-1.+B-2.+a+0.-B+1
DeCabFKhiLjG -A+0.+B+0.-B-1.+B-2.+a+0.-B+1
DeCabFKhiLjG -A+0.+B+0.-B-1.+B-2.+a+0.-B+1
DeCabFKjiLhG -A+0.+B+0.-B-1.+B-2.+a+0.-B+1
DeCabFKjiLhG -A+0.+B+0.-B-1.+B-2.+a+0.-B+1
DeCabFilKJhG -A+0.+B+0.-B-1.+B-2.+a+0.-B+1
DeCabFilKJhG -A+0.+B+0.-B-1.+B-2.+a+0.-B+1
DeCabFijKLhG -A+0.+B+0.-B-1.+B-2.+a+0.-B+1

-A+0.
-A+0.
-A+0.
-A+0.
-A+0.
-A+0.
-A+0.
-A+0.
-A+0.
-A+0.

+A+2
+A+2
+A+2
+A+2
+a-1
+a-1
+a-1
+a-1
-B+3

A2,
LA+2.
CCA+2.
LA+2.
LCA+2.
LA+2.
.ta+l.
Lta+l.
.t+a+l.

.-B+6
.-B+6.
.-B+6.
.—B+6
.-B-6.
.-B-6
.—-B-4.
.-B-4.
L+B+4.

+B+0
+B+0
+B+0
+B+0
+B+0
+B+0
+B+0
+B+0
+B+0
+B+0

+B+4.
+B+4.
+B+2.
+B+2.
+B+3.
+B+3.
+B+4.
+B+4.
+B+3.

ta+l

.ta+l

L+A-2

.=B+1.
.-B+1.
.—B+1.
.-B+1.
.-B+1.
.-B+1.
.-B-1.
.-B-1.
L-B+2.

.=B+2.+B+1

.~B+5.
.-B+5.
.—B+4.
-—B+4.
.—B-5.
.-B-5.
.—B-3.
.-B-3.
ta+l.

+a+l
+a+1

+A-2
+A-2

+A-2
-B+7

+B+2.
+B+2.
+B+2.
+B+2.
—a+0.
—a+0.
+B-2.
+B-2.
+B+1.

—a+l.-B+2.
—a+l.-B+3.
+a+l.-B+4.
+a+l.-B+4.
+a+l.-B+4.
+a+l.-B+4.
~A+2.-B+3.
-A+2.-B+3.
~A+2.-B+4.

+a+0
+a+0
+a+0
+a+0
+a-1.
+a-1
+a+0
+a+0
+a+0

.+a+0.-B-1

+B+4.-A+1.
+B+4.-A+1.
+B+5.-A+1.
+B+5.-A+1.
+B-4.-A-1.
+B-4.-A-1.
+B-2.-A-1.
+B-2.-A-1.
-B+5.+B+6

fold-7-9-5 Build Rank 6 Fold 2670 989.248 22.55 43.86 DdeECcaAbBFfkKL1iIHhjJGg DeCabFkLiHjG -A+0.+B+0.-B-1.+B-2.+a+0.-B+1.+A+2.-B+4.+a+1.-B+2.+B+3.-A+1.

.-B+3.
.-B+3.
.-B+3.
.-B+3.
-B-1.
.-B-1.
.-B-3.
.-B-3.
.-B-1.

+B+3.-A+1.
+B+2.-A+1.
+B+3.-A+1.
+B+3.-A+1.
+B+2.-A+1.
+B+2.-A+1.
+B+2.-A+1.
+B+2.-A+1.
+B+2.-A+1.

2342.
2551.
2426.
2630.
2148.
1763.
3455.
3037.
2469.
3016.37

34
55
79
92

38
72
65
99

+A+2.-B+6.+a+1.-B+5.
+A+2.-B+6.+a+1.-B+5.
+A+2.-B+6.+a+1l.-B+4
+A+2.-B+6.+a+l.-B+4.
+a-2.-B-4.+A-2.-B-3
+a-2.-B-4.+A-2.-B-3.
+a-1.-B-6.+A-2.-B-5.
-B-6.+A-2.-B-5.
+a-1.-B-4.+A-2.-B-3
.+a-1.-B-4.+A-2.-B-3
2881.99
2467.89
3553.46
2625.47
3032.97
4708.56
3736.25
4846.5
.—A+1.+A+2. 3530.43

2490.77

+B+4
+B+4

L+B+5.
+B+5.
L+B-2.

+B-2
+B-4
+B-4

L+B-2
.+B-2

LA+L.
.—A+l.
-A+l.
-A+1.
-A-1.
.-A-1.
.-A-1.
.—-A-1.
.-A-1.
.-A-1.

1211.
1210.
1182.
1182.
1136.
1135.
1129.
1128.
1084.
1083.

24

96
78
04
65
23
33
29
74

51



