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Claim

For protein structures first deposited in the PDB after AlphaFold2's training cut-off, residues
predicted with very high confidence (pLDDT above 90) match the experimental backbone within
1 A in at least 90% of cases.

Why it matters

Many labs now start from predicted structures. A clear, checked confidence threshold tells them
when a prediction can stand in for an experiment and when it cannot.

What would falsify this?

Fewer than 90% of residues with pLDDT above 90 match within 1 A backbone deviation after
superposition.

Methodology

Select single-chain experimental structures deposited after the AlphaFold2 training cut-off,
predict each with AlphaFold2, superpose locally per residue, and compute the fraction of
pLDDT>90 residues within 1 A Ca deviation. Report by structure class.

Expected outcomes

Most very-high-confidence residues match closely, with exceptions concentrated in ligand-bound,
multimeric or conformationally flexible regions.

Research setup

System or population Single-chain protein structures deposited in the PDB after the Al-
phaFold2 training cut-off

Variables pLDDT; per-residue Ca deviation
Parameters Residues with pLDDT > 90

Observer or reference frame The experimental structure is the reference: each residue is
compared with it by Ca deviation after local superposition onto the experimental model.

Assumptions and scope Experimental structures are of good resolution (< 2.5 A)
Units Angstrom; fraction of residues

Tolerance or uncertainty 1 A deviation threshold
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Research mode Computational

Known limitations Crystal contacts and ligands in experimental structures can cause real
differences that are not prediction errors.

Purpose Replication

Prior evidence Supported

Files

e Pre-registration protocol and codebook — Protocol - PXA-RORFSHB94VOW v1 - 64.7
KB

States in advance how the claim will be tested and what result would falsify it.

README.md - Markdown - 824 B - 0xd89f...60f7
codebook.csv - CSV - 2.7 KB - 0x8¢cf8...0a08
— data-template.csv - CSV - 296 B - 0x8374...38d3
protocol.pdf - PDF - 61.0 KB - 0x09cc...2¢55

Preparation
Method Agent-prepared

Application launch-loader 1 (self-reported)
Model claude-opus-5-5 (self-reported)

Origin Every field above: Agent-researched, human-accepted
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