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Data
Policy information about availability of data

All manuscripts must include a data availability statement. This statement should provide the following information, where applicable:

- Accession codes, unique identifiers, or web links for publicly available datasets
- A description of any restrictions on data availability

- For clinical datasets or third party data, please ensure that the statement adheres to our policy

Human research participants
Policy information about studies involving human research participants and Sex and Gender in Research. 

Reporting on sex and gender

Population characteristics

Recruitment

Ethics oversight

Note that full information on the approval of the study protocol must also be provided in the manuscript.

Field-specific reporting
Please select the one below that is the best fit for your research. If you are not sure, read the appropriate sections before making your selection.

Life sciences Behavioural & social sciences Ecological, evolutionary & environmental sciences

For a reference copy of the document with all sections, see nature.com/documents/nr-reporting-summary-flat.pdf

Life sciences study design
All studies must disclose on these points even when the disclosure is negative.

Sample size

Data exclusions

Replication

Randomization

Blinding

Reporting for specific materials, systems and methods
We require information from authors about some types of materials, experimental systems and methods used in many studies. Here, indicate whether each material,
system or method listed is relevant to your study. If you are not sure if a list item applies to your research, read the appropriate section before selecting a response.

All data needed to reproduce this study, including results and scoring metrics are available through zenodo: https://zenodo.org/records/10060894

We will update this repository to include all additional analyses included in the study.

The original data used for training can also be extracted from PDBbind: http://www.pdbbind.org.cn

The PoseBusters test set is available at: https://zenodo.org/record/8278563

All data is freely and publicly available

NA

NA

NA

NA

All publicly available data from the PDB processed in PDBBind was used.

A few examples could not be processed due to ambiguous ligand stereochemistry or missing protein residue information. This is described in
the methods section.

All data - including processed versions for training and evaluation - is available through the linked zenodo repositories.

The protein sequences from PDBBind were clustered on 20% sequence identity and the data was split based on these clusters for training,
validation and affinity evaluation. The PoseBusters test set contains data based on a date split towards PDBBind. This data was further divided
on sequence identity (30%) according to the authors' study.

NA. Since we split the sequence clusters randomly and used a test set created in an independent study, blinding is not applicable.




