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Prediction of a ligand-receptor binding pose: an induced-fit molecular docking study
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1. Structure of the Estrogen receptor (left) and estrogen (right).

Y IWCHWE T e 7T X Dock6.6 VN, U T KD J135/37 A — 41X Generalized Amber
Force Field (GAFF) [4], JR& DRy &E ML AM1 %% N C RESP &ff &2 w6 H LU 7=, Wi
B &FEE B B =% VX —3HEI2IT Amberl4 & H\\ -,

[FEHR] Ry Ik TPREN-E2TOEERED Z a7l (FEEHBET fLX—)
Z RMSDfEIZX LTy b L7ZfEREZ K 2 12T, ¥ 2 1278 S54RI RMSD OfED /)N S
KBRDIH > TRET AN F—=DELS RDFHERPE LI, AW FEORIMEN RSN,
X 3R bEATRAX—=BNEN SO By R0 fEatHE 2R, Z OO RMSD
fEIX ~09ARETHY . FMCTHINTEEREL IFIF -T2 EE2 R LT,

[ 3R]
[1] Moitessier, N., Englebienne, P., Lee, D., Lawandi, J., & Corbeil, C. R. (2008), British journal of
pharmacology, 153 Suppl 1, S7-26.
[2] Warnmark, A.Treuter, E.,Gustafsson, J.-A.Hubbard, R.E.,Brzozowski, A.M.Pike, A.C.W.
J.Biol.Chem., 277:21862-, 2002.
[3] Samuel Genheden & Ulf Ryde, Expert Opin. Drug Discov. (2015) 10(5):449-461.

[4] Wang, J., Wolf, R. M., Caldwell, J. W., Kollman, P. A., & Case, D. A. (2004), J. Comp. Chem.,
2509),1157-1174.

Score [keal/mol]

RMSD [A]

X 2:RMSD fEICK T D fEA TR AFX— K3: RoF U U#HEICLD Y H Y NECERES



