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Fig. 1. Ribbon diagram of neoculin. Neoculin acidic subunit (NAS) is shown in pink and neoculin basic subunit (NBS) in
blue. (a) Overall structure of neoculin heterodimer. The b-strands in each subunit are labelled from B1 to B12.
The cysteine residues forming disulfide bonds and the sugar molecule bound to Asn81 of NAS are shown as ball-
andstick models. (b) Superposition of the two subunits, NAS and NBS. (c) The fold of the neoculin subunit. NAS

is shown from the interface of the dimer
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Fig. 2. Representative neoculin structures under two protonation conditions and the docking model between neoculin and
hT1R2-T1R3, generated by molecular dynamics simulation. (a) Structure in the unprotonated state. (b) Structure in
the protonated state. (c) Docking model between neoculin in the protonated state and hT1R2-T1R3. Neoculin is
shown in green, hT1R2 is in magenta, and hT1R3 is in yellow
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