Supplementary Material

Detailed binding mode analysis

Among the hydrogen bonding interaction, the OE1 atom of the side chain of y-carboxylic acid
in Glu-28 formed a hydrogen bond of 3.29 A to the O4 atom of CGA. The O atom and N atom of
residue Gly-29 formed hydrogen bonds of 2.46 A and 3.22 A respectively with the O1 atom of CGA,
the OE2 atom of Glu-33 formed a hydrogen bond of 2.78 A with the O5 atom of CGA. The residues
involved in hydrophobic interaction were Val-3, Thr-5, Val-12, Tyr-27, Ala-35, Ala-36, Tyr-46, and

Trp-249. In addition, 4 external bonds could be formed between CGA and GluA1 (Leu-48, Val-27).
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Supplement Fig. 1 The structure preparation of the receptor protein. (A) Schematic of

the GluA1 subunit; (B) The structure of receptor GluA1 before and after pretreatment.



HO o]
OH
o]
HO
\ o OH
OH
HO

Supplement Fig. 2 Planar and stereo structures of ligand CGA



