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$M$ A(-9$(  3#'  HEX
N = 16 N = 20 N = 25

Case Top RMS Top RMS Top RMS
SIC 3,407 0.00 2 0.22 1 0.82
KAI 17 0.41 3 0.69 7 0.81
PTC 132 0.52 2 0.48 1 0.48
CGI 1 0.38 1 0.38 1 0.38
CHO 1 0.45 1 0.55 1 0.55
BGS 1 0.82 1 0.82 1 0.88
GGI 1 2.47 1 0.90 1 0.90
TET 5 1.48 1 1.16 1 1.03
FPT 102 1.04 1 0.42 1 0.42
IGF 3 0.71 1 0.77 1 0.77
JEL 4,867 0.81 1,060 0.81 2 0.81
BQL 524 1.85 12 0.96 1 0.39
HFL 318 1.01 5 1.00 1 1.00
HFM 7 2.19 27 1.09 10 1.09
VFB 8,344 1.49 216 0.20 9 0.20
MLC 1,401 0.00 116 0.00 187 0.84
MEL 9,898 1.03 27 1.03 3 1.03
JHL 385 0.62 8 0.38 1 1.08
FBI 14 1.09 1 1.09 1 0.38
NCA 68 1.53 1 0.32 1 0.32
NMB 160 2.43 1,630 1.39 1,009 1.39
NSN 19,992 1.11 716 0.75 1,130 2.29
IAI 1,381 1.48 111 0.37 20 1.39
DVF 11,145 0.00 88 1.38 49 0.44
KB5 140 0.34 1 0.34 78 1.38
IGC 1,328 1.74 269 0.81 1 0.34
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CAPRI Ð Critical Assessment of Predicted Interactions 

¥ )2E20 < 2001 ."3& <@#$3 72 CASP c 19K .(&AA29- -  7K 
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¥ 3<2 A"@#$3)-4 (2&)32 "(.2)-7"<2)*  ,C<-3"9  R$+%$("9 
(Rosetta) 3#'  -@@#$3"<2)-' 9$42)-79"< A($3@%272)-'

¥ 3 @$%1-- - A($3@%272)-', @$(<$(* -  0$, %0" &#&EJ2K0 
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Target Receptor Ligand Type Complex Lab
1 HPr Kinase HPr U/U Fieulaine et al. Janin
2 Rotavirus VP6 MCV U/B Vaney et al. Rey
3 Hemagglutinin HC63 U/B Barbey-Martin et al. Knossow
4 ! -Amylase AMD10 U/B Desmyter et al. Cambillau
5 ! -Amylase AMB7 U/B Desmyter et al. Cambillau
6 ! -Amylase AMD9 U/B Desmyter et al. Cambillau
7 SpeA TCR 14.3.D U/U Sundberg et al. Mariuzza

-7 J Janin et al. (2003) Proteins Struct. Funct. Bioinf. 52 2Ð9



($7&#:020* CAPRI (1-7 9-J$)- )

Predictor Software Algorithm T1 T2 T3 T4 T5 T6 T7
Abagyan ICM FF ** *** **
Camacho CHARMM FF * *** ***
Eisenstein MolFit FFT * * ***
Sternberg FTDOCK FFT * ** *
Ten Eyck DOT FFT * * **
Gray MC ** ***
Ritchie Hex SPF ** ***
Weng ZDOCK FFT ** **
Wolfson BUDDA/PPD GH * ***
Bates Guided Docking FF - - - ***
Palma BIGGER GF - - ** *
Gardiner GAPDOCK GA * * - - - - -
Olson Surfdock SH * - - - -
Valencia ANN * - - - - - -
Vakser GRAMM FFT * - - - -

! low, !! medium, ! ! ! high accuracy prediction; " no prediction

-7 R Mendez et al. (2003) Proteins Struct. Funct. Bionf. 52 51Ð67
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CAPRI Results: Targets 8Ð19
Predictor Software T8 T9 T10 T11 T12 T13 T14 T18 T19
Abagyan ICM ** * ** *** * *** ** **
Wolfson PatchDock ** * * * * - ** ** *
Weng ZDOCK/RDOCK ** * *** *** *** ** **
Bates FTDOCK * * ** * ** ** *
Baker RosettaDock - ** *** ** *** ***
Camacho SmoothDock ** *** *** ** ** *
Gray RosettaDock *** - - ** *** **
Bonvin Haddock - - ** ** *** ***
Comeau ClusPro ** *** * *
Sternberg 3D-DOCK ** * * ** *
Eisenstein MolFit *** * *** **
Ritchie Hex ** *** * *
Zhou - - - *** ** * *
Ten Eyck DOT *** *** **
Zacharias ATTRACT ** - - - - *** **
Valencia * * * - -
Vakser GRAMM - - - - - ** **
Umeyama ** *
Kaznessis - - ***
Fano Grid-Hex - - *

-7 R Mendez et al. (2005) Proteins Struct. Funct. Bionf. 60 150-169
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G!~x1;~x2; . . . ;~xN" % $kBT+ N
i6# j ln g!2"
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# + N
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m;n ! r"

" % $kBT ln!
NOBS

m;n ! r"

NREF
m;n ! r"

"

DFIRE Rosetta ModPipe-Pair ModPipe-Surf ModPipe-Comb DOPE

4state-reduced NR NR NR NR NR NR
1ctf 1 1 1 1 1 1
1r69 1 2 1 17 1 1
1sn3 1 1 1 7 1 1
2cro 1 5 1 103 1 1
3icb 4 6 15 33 8 1
4pti 1 1 1 71 1 1
4rxn 1 1 1 18 1 1
Correct 6 4 6 1 6 7

fisa
1fc2 254 158 491 1 453 375
1hdd-C 1 90 293 18 135 1
2cro 1 26 11 146 19 1
4icb 1 1 196 2 167 1
Correct 3 1 0 1 0 3

fisa_casp3
1bg8-A 1 1068 1 1180 282 1
1bl0 1 960 4 912 86 1
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-7 M. Shen and A. Sali,  Protein Sci 2006 15: 2507-2524. 
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Score ! wvdW aEvdW a " wvdW r EvdW r " welec sraEelec sra

" welec srr Eelec srr " welec lra Eelec lra
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>>:
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8
>>:

9
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>>>:
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Eelec#i ; j$ ! 332
qi qj

r2
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! van der Waals attractive: 1.0
! van der Waals repulsive: 0.009
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