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Protein-ligand binding/docking is crucial for drug discovery Pocket prediction * Blind self-docking performance on the unseen receptors
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output the predicted pose > 00000000 C hensive loss for ioi WU FABIND u9 42 coorpross oty | 69 163
: . ] | | | omprehensive 10SS 1Or joint optimization NO ITER ATIVE REFINEMENT 66 oy
® : .
Scheduled sampllng, training with e Cases demonstration NO CROSS-ATTENTION 6.4 21.4

predicted pOCkEt L = Lpocket T Ldocking

RMSD from
ground truth (A)

| v . . : \ f . »FABind: 3.9
B gf:(';ittion — Experimental results >Oifbod 183
A 000000000000 Tarking: 5.
( FABInd lavers b * Blind self-docking performance on the whole test set > EquiBind: 20.0
O o PN T, o = Ligand RMSD Centroid Distance RO from 1
Interfacial N RN ,’% = o | - : ) ground truth (A)
Message Passing 4;{.-.;&.}{;1--.__}3 | f“\ 14 9000000000006 ';?ﬂ’;-:i" Percentiles | %oBelow T Percentiles | %oBelow T Average » FABInd: | %.2
o S ¢ Methods 25% 50% 75% Mean 2A SA |25% 50% 75% Mean 2A S5A | Runtime (s) PE3Bind: 3.6
o oy 2
i QVINA-W 25 77 237 136 209 402 | 09 37 229 119 41.0 54.6 49%
[c L Uodet J g GNINA 28 87 221 133 212 371 | 1.0 45 212 115 360 520 146 RMSD from
| ross Attention Update ° L . * d truth (A
= *"{» | ®Independentmessage passing:inside| SN 3% 53 R7 1D ais ne| 08 56 265 s 61 7| s T
ol O . . : EQUIBIND 38 62 103 82 55 391| 13 26 74 56 400 67.5 0.03 el PO
[ M::z::li::ng J e ® Cross-attention update: cross protein| TankBmo 26 42 76 718 176 578 | 08 17 43 59 550 77.8 0.87 g
B0 E3BIND 21 38 78 72 234 600| 08 15 40 51 600 788 0.44 RMSD from
o and molecule DIFFDOCK (1) 24 49 89 83 204 510 07 18 45 58 541 768 2.72 ground truth (A)
. facial . n DIFFDOCK (10) 1.6 38 79 74 324 597 | 06 14 36 52 607 7958 20.81 i Pl
Intertacial message passing: on the DIFFDOCK (40) 15 35 74 74 360 617 05 12 33 54 629 802 82.83 desiaiiiiieg: ¢ VG RY
| : 3.4 U W/ N
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