TableS1: Systemswith problemsdetectedy Prepscript

Problem

System

Incompletesidechains
Boundcomplexes

Unboundcomplexes

Cofactorsnot defined

in chagelibrary
Problemswith protonation
Neededhugegrid

Largetotalchage

1A2K, 1AVX, 1BGX, 1D6R® 1DE4,1E6E,1E96¢ 1EERS
1EWY, 1EZU, 1F51,1FC2,1GHQ, 1GRN¢? 114D, 1IBR
11JK, 11QD, 1K4C, 1KKL, 1KXQ, 1IMAH,* 1N2C,1QFW,
1SBB,1WQ1,2HMI,© 2JEL,2QFW

1A2K,> 1ATN,c 1AVX, 1BGX! 1BUH, 1D6R? 1DEA4¢
1E96¢ 1EZU, 1F51, 1FAK,¢ 1FC2? 1GP24* 1GRN?
1H1V,* IHE18 1HIA,*? 112M,® 114D 11B1? 1IBR 11JK,
11QD, 1K4C, 1KKL,” 1KLU,® 1KXQ, 1KXP* 1M102?
1MAH,* 1N2C! 1NSN, 1QFW 1SBB, 2JEL, 2PCC?
2QFW

1E6E(FAD), 1IEWY (FAD), 1HE8u (GTN), 1IB1 (CQT),
1RLB (REA, RTL), 1TMQ (5HP),1WQ1.u (GCP)
1VFB_u, 2QFW.b

1EER, 2VIS_u (Moving moleculehastwice the maximum
dimensionin unbounc(135,&) thanin bound(?l,&) coordi-
nates)

1MLO (-42for receptor)

¢ Dot wasrun onthesesystemsandtheresultsarein Tablel.
b Systemsonwhich ZDOCK wasrun, but no correctanswersverefound.
¢ Systemganked’difficult’ in Benchmark2.0,no ZDOCK runs.



