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3D structure generation



MMFF



Molecular volume

van der Waals volume = 204.55 A3



Minimal projection area

Minimal projection area = 37.33 A2

Length perpendicular to the max area = 7.01 A



3D screening
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3D screening

average time per compound (s)

CXN-H 0.07

ROCS 0.5

FRED 1.0

ICMsim 2.4

Surflex-sim 6.7

FlexS 6.9

Surflex-dock 14.6

FLEXX 15.6

ICM 17.7

Intel Xeon 2.4 GHz

Intel Q6600 2.4 GHz



Chemical Clustering


