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Supplementary Materials

Table S1 The specific grid center coordinates for each ligand-target pair

xyz 3O96 3D0E akt3 8YP4 6OCO 1H9O

Quercetin 6.29 -7.942 17.261 23.898 -62.712 -3.816 -3.076 4.113 5.9 -0.161 -0.183 21.854 9.619 2.157 13.576 -0.161 -0.183 21.854

Kaempferol 6.29 -7.942 17.261 23.898 -62.712 -3.816 -3.076 4.113 5.9 -0.161 -0.183 21.854 9.619 2.157 13.576 -0.161 -0.183 21.854

Luteolin 6.29 -7.942 17.261 23.898 -62.712 -3.816 -3.076 4.113 5.9 -0.161 -0.183 21.854 9.619 2.157 13.576 9.619 2.157 13.576

Beta-sitosterol 6.29 -7.942 17.261 23.898 -62.712 -3.816 -3.076 4.113 5.9 9.619 2.157 13.576 9.619 2.157 13.576 9.619 2.157 13.576

Nobiletin 6.29 -7.942 17.261 23.898 -62.712 -3.816 -3.076 4.113 5.9 -0.161 -0.183 21.854 20.89 9.664 17.567 9.619 2.157 13.576

β-ecdvsone 6.29 -7.942 17.261 23.898 -62.712 -3.816 -3.076 4.113 5.9 -0.161 -0.183 21.854 20.89 9.664 17.567 9.619 2.157 13.576

Stigmasterol 6.29 -7.942 17.261 23.898 -62.712 -3.816 -3.076 4.113 5.9 -0.161 -0.183 21.854 20.89 9.664 17.567 9.619 2.157 13.576

Cinobufagin 6.29 -7.942 17.261 23.898 -62.712 -3.816 -3.076 4.113 5.9 -0.161 -0.183 21.854 20.89 9.664 17.567 9.619 2.157 13.576

Morin 6.29 -7.942 17.261 23.898 -62.712 -3.816 -3.076 4.113 5.9 -0.161 -0.183 21.854 20.89 9.664 17.567 9.619 2.157 13.576

Cinobufotalin 6.29 -7.942 17.261 23.898 -62.712 -3.816 -3.076 4.113 5.9 -0.161 -0.183 21.854 20.89 9.664 17.567 9.619 2.157 13.576
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