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CSD-CrossMiner can:
Create user-defined pharmacophore
features
Use relative constrains between

features (inter- or intra-molecular)

Full Interaction Map: IsoStar% £ (29 FEIOEEER % < v 7HRKK - SpeCI:fy ifla felat“re is from a protein or
small molecule
SuperStar: IsoStarz & ICEHKXKADHAEIERAZ ¥ v 7FRK - Generate feature databases from
Conformer Generator: Mogul D15 R % £ FR e F¢ 4 inhouse structural data
- Exclude regions in space
Ligand Based Virtual Screening: CSD® 53R % £ [Zscreening - Search for spatial orientations of protein
residues

CSD Python API: B 7£ 7 work flowf&ZE/ 7] g

What's New for CSD-Discovery in 2020

@ Pipeline Pilot Component released (Conformer generation, Running virtual screening
tool and visualizing results).

@ KNIME Component (GOLD Docking, including Ligand preparation from SMILES,
note that docking is configured using a prepared in advance gold.conf file).

CSD-Discovery [4]



© Ky vTrGoLDD E

® GAERERWV-FyF 570554
O AR EREDOEEITHKL. flexible,
flip sp2-N, ring corner flipping, ring template
Flexible side-chains, ‘Ensemble’ docking
@ JHURIZxF L Tless sensitive,
[E#5 Al gefs#E & HY15 THGood performance
HEHEREIVAVROHABENSDEZE N
@ ZHE75Score#(GoldScore, ChemScore,
Astex Statistical Potential, ChemPLP,
ChemScore with Receptor Depth Scaling)
& EERMLEE
OFREBEHDHRELEE
Covalent docking, Modified GAZ{# 7=
K5 FDon & off, trans & spin option,
Pharmacophore constraint (New!)

Native docking of MPB in 3BMTH

Top scoring pose TIXGOLDA —F

I Top scoring pose
[ Best pose

Success rate (%)

I

0&@\@&& °°3~<§§\dg\c’db°&-9@*
wo‘f*{if N &i“é‘ \-,fe\&\é\b“ & %\@@»

0"
¥ ¥

Docking program

Pagadala et.al., Biophy. Rev. 2017; 9 (2), 91-102.
Wang et al., Phys. Chem. Chem. Phys. 2016; 18, 12964-12975.
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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.
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