Molecular diversity

Consensus Diversity Plots: A Complete Diversity Analysis of Chemical Libraries
for Drug Discovery

Mariana Gonzalez-Medina,! Fernando D. Prieto-Martinez,! John R. Owen,2 José L. Medina-Franco?

 Facultad de Quimica, Departamento de Farmacia, Universidad Nacional Autonoma de México (UNAM),
Avenida Universidad 3000, Mexico City 04510, Mexico.

2 High-Performance Computing Research Group, ECIT Institute, Northern Ireland Science Park, Queens

DIFACQUIM

UNAM

Road, BT3 9DT Belfast, United Kingdom.
mgm_ 14392@comunidad.unam.mx, medinajl@unam.mx

(D on

Goal

Visualize in few
dimensions the diversity of
several chemical libraries
considering simultaneously
multiple molecular
representations

It can be
divided into four

r 4
Measuring 0100 10
the diversity of A
compound data sets is Molecular octano,
relevant for drug diversity depends Watee *!
discovery and many on different > w -
other areas of molecular @:»_2‘””
chemistry representations ,:«['(p«é
|
Molecule
/\ AN

Scaffold EI) 1

Cheminformatic
analyses of diversity
are performed using

multiple criteria The assessment

with each method is
analyzed independently
and is not straightforward to
provide an evaluation of
the”global diversity”

Results

Consensus Diversity
Plots Version 1 (CDPs - V.1)
Shiny app

Consensus Diversity Plots Version 1 (CDPs-V.1)

About Instructions Download the template Plot for the chemotype fraction, F50 and SSEn Plot for AUC Contact Acknowledgements

Fingerprint 1 O d
MACCS v

Thresholds

AUC molecular fingerprint mean/median

0-55 Db.2 Db.3

O
oo

AUC scaffold diversity mean/median

0.7

Axis maximum value

Db.6 .

Scaffold diversity

O
o

Change the x axis maximum value

0.95

Change the y axis maximum value Db.4

1

Axis minimum value 0:4 . 06 _ _ 0:8
Fingerprint diversity

Change the x axis minimum value

0.25

Change the y axis minimum value

0.45

Figure 1. Example of a CDP produced with the online version of the CDPs

Figure 1 depicts an
example of a CDP produced
with the online version of the

CDPs, freely available at:

www.difacquim.com
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