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Introduction

• More than 15,000 fragments available with new fragments added each year
• Includes subsets of higher solubility fragments, fl uorinated fragments, and 

brominated fragments
• Custom select fragments based on your requirements

ChemBridge® offers more than 15,000 fragments that can be individually selected, 
which allows researchers to build fragment sets of size and composition best suited 
to their research objectives and methodologies. ChemBridge can also assist in the 
selection of subsets, including structurally diverse subsets. This selection of small 
molecule fragments provides compounds for use in fragment-based screening and 
drug discovery using high-throughput X-ray crystallography, NMR, SPR and high 
concentration bioassay methodologies, and the selection includes fragments based on 
novel ChemBridge designs. 

A subset of more than 5,000 fragments that have a higher DMSO solubility (50 to 
200mM) and a higher PBS solubility (0.2 to 2mM). These fragments are suitable for use 
in methods requiring high fragment concentrations.

Specifi cations
Fragments meet Rule of Three¹ (Ro3) criteria (MW ≤ 300, H-bond donors ≤ 3, H-bond 
acceptors ≤ 3, clogP ≤ 3) along with a rotatable bond count limit (RB ≤ 3) and a 
TPSA limit (TPSA ≤ 120Å) plus additional property and substructure fi lters. For the 
Brominated Subset, the MW upper limit was adjusted to 380 to allow for the high 
atomic weight contribution of the bromine atom.

Fluorinated 
Subset

Fluorine is a commonly occurring atom in many drugs as it introduces some unique 
physiochemical properties to compounds. In addition to the physiochemical property 
modifi cations that occur with the addition of fl uorine atoms to a molecule, the 
presence of fl uorine atoms in a fragment-sized molecule offers an advantage for NMR-
based fragment screens. 19F-NMR spectra have a wide range of chemical shifts that 
can be modifi ed by the effects of neighboring atoms, particularly when comparing the 
bound and unbound states of a fragment2. The Fluorinated Subset represents the subset 
of fragments that contain one or more fl uorine atoms.
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In X-ray crystallography, the presence of a bromine atom in a fragment co-crystallized 
with a target receptor provides evidence, often unequivocal, for determining the 
accurate location of the fragment bound to the target receptor. The bromine atom 
displays an anomalous signal at both copper anode and Synchrotron wavelengths that 
enables data to be collected which, when a receptor protein structure is available, 
makes determination of the location of the bound fragment relatively simple and 
accurate3. The Brominated Subset represents the subset of fragments that contain a 
bromine atom.

Format

Structure File

Brominated 
Subset

•	 Custom select from more than 15,000 Fragment Library compounds with 
standard solubility or from a subset of more than 5,000 fragments with higher 
solubility, or custom select from the Fluorinated or Brominated Subsets

•	 Available in 384-well and 96-well formats including 384-well acoustic 
qualified plates

•	 Available as DMSO solutions or dry in micromole or mg amounts

References 

1. Carr AE et al. Fragment-based lead discovery: Leads by design. Drug Discov Today 2005 10, 987-992

2. Norton RS et al. Applications of 19F-NMR in fragment-based drug discovery. Molecules 2016 21(7), 860

3. Tiefenbrunn T et al. Crystallographic fragment-based drug discovery: Use of a brominated fragment library 
targeting HIV protease. Chem Biol Drug Design 2014 83(2), 141-148

For a file of structures, please email sales@chembridge.com


