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CSD-CrossMiner can:
Create user-defined pharmacophore
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- N SRANATAE - Exclude regions in space
CSD Python API: B £ 7z work flowfs 5EA" AT e - Search for spatial orientations of protein
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What's New for CSD-Discovery in 2023/2024

@ New Macromolecule Hub web product launched.

@ Improved torsion handling in GOLD with CSD data.

@ Improved mmCIF compatibility access.

@ More accurate placing of hydrogen atoms when protonating.
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Evaluation of molecular crystal structures using Full Interaction Maps.
P.A. Wood, T.S.G. Olsson, J.C. Cole, S.J. Cottrell, N. Feeder, P.T.A. Galek,

C.R. Groom, E. Pidcock. CrystEngComm, 2013, 15, 65—72.
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SuperStar: A Knowledge-based Approach for Identifying
Interaction Sites in Proteins.

M.L. Verdonk, J.C. Cole and R. Taylor (1999) J. Mol. Biol.,
289(4), 1093-1108.
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Evaluation of molecular crystal structures using Full Interaction Maps.
P.A. Wood, T.S.G. Olsson, J.C. Cole, S.J. Cottrell, N. Feeder, P.T.A.
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