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Figure S1. The AF2-RASS predicted conformational ensembles for apo-holo proteins. The apo-holo
structure of GluR2 ligand binding core (apo PDB :1fto, holo PDB: 1ftm). The AF2-RASS generated
conformations are shown in green ribbons, the crystallographic apo forms are in green ribbons and the
crystallographic holo forms are in blue ribbons.
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Figure S2. The AF2-RASS predicted conformational ensembles for apo-holo proteins. DNA Beta-Glucosyl-
transferase (apo PDB :1jej, holo PDB: 1jg6). The AF2-RASS generated conformations are shown in green
ribbons, the crystallographic apo forms are in green ribbons and the crystallographic holo forms are in
blue ribbons.

The AF2-RASS predicted conformational ensembles for apo-holo proteins (A) The apo-holo structure of
GluR2 ligand binding core (apo PDB :1fto, holo PDB: 1ftm). (B) DNA Beta-Glucosyl-transferase (apo PDB
:1jej, holo PDB: 1jg6). (C) D-Allose binding protein (apo PDB :1gud, holo PDB: 1rpj). (D) D-Ribose binding
protein (apo PDB: 1urp; holo PDB :2dri). (E) 5-Enolpyruvylshikimate-3-phosphate synthase (apo PDB: 1rf5;
holo PDB :1rf4). (F) Osmo-protection protein (apo PDB: 1sw5; holo PDB :1sw4). (G) Guanylate kinase (apo
PDB: 1ex6; holo PDB :1ex7). (H) Hexokinase (apo PDB: 2e2n; holo PDB :2e20). (I) ABC transporter OpuC
(apo PDB: 3ppn; holo PDB :3ppr). (J) T4 Lysozyme L99A (apo PDB: 4w51; holo PDB :4w58). (K) Human
cellular retinol binding protein 1 (apo PDB: 5h9a; holo PDB :6e5l). (L) Lipoprotein LpqN (apo PDB: 6epd;
holo PDB :6e5f).
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Figure S3. The AF2-RASS predicted conformational ensembles for apo-holo proteins. D-Allose binding
protein (apo PDB :1gud, holo PDB: 1rpj). The AF2-RASS generated conformations are shown in green
ribbons, the crystallographic apo forms are in green ribbons and the crystallographic holo forms are in
blue ribbons.
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Figure S4. The AF2-RASS predicted conformational ensembles for apo-holo proteins. D-Ribose binding
protein (apo PDB: 1urp; holo PDB :2dri). The AF2-RASS generated conformations are shown in green
ribbons, the crystallographic apo forms are in green ribbons and the crystallographic holo forms are in
blue ribbons.
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Figure S5. The AF2-RASS predicted conformational ensembles for apo-holo proteins. 5-
Enolpyruvylshikimate-3-phosphate synthase (apo PDB: 1rf5; holo PDB :1rf4). The AF2-RASS generated
conformations are shown in green ribbons, the crystallographic apo forms are in green ribbons and the
crystallographic holo forms are in blue ribbons.
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Figure S6. The AF2-RASS predicted conformational ensembles for apo-holo proteins. Osmo-protection
protein (apo PDB: 1sw5; holo PDB :1sw2). The AF2-RASS generated conformations are shown in green
ribbons, the crystallographic apo forms are in green ribbons and the crystallographic holo forms are in
blue ribbons.
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Figure S7. The AF2-RASS predicted conformational ensembles for apo-holo proteins. Guanylate kinase
(apo PDB: 1ex6; holo PDB :1ex7). The AF2-RASS generated conformations are shown in green ribbons, the
crystallographic apo forms are in green ribbons and the crystallographic holo forms are in blue ribbons.
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Figure S8. The AF2-RASS predicted conformational ensembles for apo-holo proteins. Hexokinase (apo
PDB: 2e2n; holo PDB :2e20). The AF2-RASS generated conformations are shown in green ribbons, the
crystallographic apo forms are in green ribbons and the crystallographic holo forms are in blue ribbons.
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Figure S9. The AF2-RASS predicted conformational ensembles for apo-holo proteins. ABC transporter
OpuC (apo PDB: 3ppn; holo PDB :3ppr). The AF2-RASS generated conformations are shown in green
ribbons, the crystallographic apo forms are in green ribbons and the crystallographic holo forms are in
blue ribbons.
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Figure 510. The AF2-RASS predicted conformational ensembles for apo-holo proteins. T4 Lysozyme L99A
(apo PDB: 4w51; holo PDB :4w58). The AF2-RASS generated conformations are shown in green ribbons,
the crystallographic apo forms are in green ribbons and the crystallographic holo forms are in blue ribbons.
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Figure S11. The AF2-RASS predicted conformational ensembles for apo-holo proteins. Human cellular
retinol binding protein 1 (apo PDB: 5h9a; holo PDB :6e5l). The AF2-RASS generated conformations are
shown in green ribbons, the crystallographic apo forms are in green ribbons and the crystallographic holo
forms are in blue ribbons.
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Figure S12. The AF2-RASS predicted conformational ensembles for apo-holo proteins. Lipoprotein LpqN
(apo PDB: 6epd; holo PDB :6e5f). The AF2-RASS generated conformations are shown in green ribbons, the
crystallographic apo forms are in green ribbons and the crystallographic holo forms are in blue ribbons.
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