NIH Resource
Access Award
Mechanism X01,
R03, R21

Provision of the
original assay

Initial evaluation
Protocol review
Plate format
Evaluate reproducibility
Robotic setup & timing

Cheminformatics

Assay
development

and validation
Assay adaptation
Data reproducibility
Signal/noise ratios
Batch size
Reagents and supplies
Cost estimates

Assign data to Cheminformatics

Create templates

location & structure

Information Technology

Load compound ID associations
Catalog compound ID’s, plate

Upload data to
PubChem

and management

Identify libraries to screen
Make dilution plates

Plate associations

Compound preparation

High Throughput
Screening

Novel Bioprobe

NIH Probe
Summary
Final Signoff

Molecular Libraries Screening Center: process flow, version 6 (12/21/06), final

Secondary Bioassay and

Hit Confirmation
Develop and perform manual secondary
assays
In some cases, oversee secondary assay
completion by assay provider
Dose response analysis

Assign data to
Cheminformatics

Collect known structural data
of target
1- Known bioactive molecules
2- 3D receptor coordinates

Identify descriptors
that correlate with
biological activity

Create and/or refine
model based on
known data

Virtual Screening
Identify compounds in

available molecular libraries
with similar descriptor value

Purchase, synthesize and/or
cherry pick candidates for
biological testing based on

model results

Cell-based HTS and imaging
In vitro biochemical assays
Robotics management

Data analysis
Cambridge Soft
BioAssay
BioSAR
Inventory
E-Notebook
ImageXpress
MetaXpress
etc.

Upload data to
PubChem

LOPAC1280
compound library for
preliminary or validation
screens

ChemDiv
100K compounds
(owned by Emory, not
acquired from NIH)

Spectrum

2K compounds (owned
by Emory, not acquired

from NIH)

MLSMR Small
Molecule Library
(NIH)

86K compounds

Assign data to
Medicinal
Chemistry

Design of new structures
Molecular modeling (cheminformatics)
Intuitive

Compound synthesis
Re-synthesis of HTS hits
Synthesis of new analogs

Compound purification
Preparative TLC
Preparative HPLC
Biotage Sp4 flash system

Structure confirmation
HNMR and *3CNMR
IR and mass spectrum analysis
Elemental analysis

Purity determination
HPLC

Elemental analysis
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