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2 The precision-oncology illusion

ey Precision oncology has not been shown to work, and perhaps it never

will, says Vinay Prasad.

MD Anderson Cancer Center:(6.4%)of patients
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Receive targeted drug for identified mutation
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ChEMBL is a manually curated database of bioactive
molecules with drug-like properties. It brings together
chemical, bioactivity and genomic data to aid the
translation of genomic information into effective new
drugs.
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PROTEIN DATA BANK

Since 1971, the Protein Data Bank archive (PDB) has served as the single repository of -]
information about the 3D structures of proteins, nucleic acids, and complex -
assemblies.

Celebrating 50 Years of the PDB A RCSB PDB : PDBe .

The Worldwide PDB (wwPDB) organization manages the PDB archive and ensures

that the PDB is freely and publicly available to the global community. P D B] ’\‘ n \A q n \,1 ?
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The first public molecular BindingDB contains 2.8M data for 1.2M A v _ V4 g
recognition database, Compounds and 9.2K Targets. Of those, l l . ,\l n M
. . BindingDB supports 1,314K data for 602K Compounds and .
BlndlngDB research, education and 4.5K Targets were curated by BindinaDB
practice in drug discovery, curators. BindingDB is a FAIRsharing
pharmacology and related resource. q n w
fields. -
If BindingDB was of value to your research, please take a moment to donate to
this nonprofit project. Your donation will let us provide you with more data and Donate Now
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Search by protein (target) name, compound name, author, article title, SMI -
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1. Prostaglandin reductase 2, Human, Q8N8N7 (Curated 10/17/23), al 6 |
Compounds ¥ PTGR2: 26 subuM ligands ~
Publicati 2. N6-adenosine-methyltransferase non-catalytic subunit, Human, ~ ~ ~ g
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Special BindingDB Archive )
Datasets v

BindingDB is archived quarterly at UC San Diego Library Digital

Special tools v cojiections.

Other Coronavirus Binding Data
Databases v

i BindingDB has accelerated collection of COVID related data. You can find
Tutorials the result here.
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(Flexible Docking)

Ligand Protein Complex
IR T B i MdNY T T T AT
AMINAANT AMdT 6 ~ ST A
47 xt .. .1

CICSJ Bulletin Vol.34 No.1 (2016)



1N M d N “ai 47 AN

partially flexible protein model Flexible Sidechains dockiny

Partially Flexible Protein Model
(Flexible Side-Chains Docking)
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Downloads
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AutoDock Vina
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AutoDock Vina is an open-source program
for doing molecular docking. It was
originally designed and implemented by Dr.
Oleg Trott in the Molecular Graphics Lab
(now CCSB) at The Scripps Research
Institute.

The latest version is available here.

AutoDock Vina is one of the docking
engines of the AutoDock Suite.

The image on the left illustrates the results
of flexible docking (green) superimposed on
the crystal structures of (a) indinavir, (b)
atorvastatin, (c) imatinib, and (d) oseltamivir
bound to their respective targets.

AutoDock Vina
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7313 HDACI inhibitors were clustered into 31 subsets by the K-means method. TSNE1 and

TSNE2 are the two dimensions reduced from 1024 dimensions of the ECFP4 fingerprints by the

dimensionality reduction method t-SNE. Red ‘ x ' represents the central compound of each

subset

Classification models and SAR analysis on HDAC1 inhibitors using macl

learning methods
Li R et al., Mo/ Divers 2023 Jun;27(3):10371051.
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