Water in cavity-ligand recognition
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Supporting Information

Movie S1

Video clip showing changes in water density distributioongl the (N,N) cavity-ligand binding

coordinate. See Fig. 2 legend for color coding and the cporeding thermodynamic analysis.

Movie S2

Video clip showing changes in water density distributioang the ¢,N) cavity-ligand binding
coordinate. See Fig. 2 legend for color coding, Fig. 3 for¢beresponding thermodynamic

analysis.

*To whom correspondence should be addressed

TDepartment of Chemistry and Biochemistry, Center for Théoal Biological Physics, Howard Hughes Medical
Institute, Department of Pharmacology, University of @ahia, San Diego, U.S.A.

*These authors contributed equally to this work

TTechnical University Munich

S1



Movie S3

Video clip showing changes in water density distributioang the ,N) cavity-ligand binding
coordinate. See Fig. 2 legend for color coding, Fig. 3 for ¢beresponding thermodynamic

analysis.

Movie $4

Video clip showing changes in water density distributioongl the (,+) cavity-ligand binding
coordinate. See Fig. 2 legend for color coding, Fig. 4 for¢beesponding thermodynamic

analysis.

Movie S5

Video clip showing changes in water density distributioongl the ¢-,—) cavity-ligand binding
coordinate. See Fig. 2 legend for color coding, Fig. 4 for¢beesponding thermodynamic

analysis.

Movie S6

Video clip showing changes in water density distributioong the (N;+-) cavity-ligand rejection
coordinate. See Fig. 2 legend for color coding, Fig. 5 ford¢beaesponding thermodynamic

analysis.

Movie S7

Video clip showing changes in water density distributioongl the (N;-) cavity-ligand rejection
coordinate. See Fig. 2 legend for color coding, Fig. 5 ford¢beaesponding thermodynamic

analysis.
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