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Introduction

The CSIC chemical library

6 Substances are collected in vials ~ §
and stored In boxes of 80 vials. | &

Their structure, chemical |
properties and analytical data are
registered In the database. The
database must allow substructure
guery to find analogues Iin case a
hit Is confirmed.

Stock
collected

solutions of the
substances are

prepared in DMSO at 10 mM in
1 mL vials as a replica of the

storage box. This replica Is
called the mother plate and
stored at the chemical library.
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Figure 1. Vials in their storage box
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Figure 3. Stock solutions in a mother plate

® Changes

® Research

—— Replicas of the mother plate are
prepared by collecting an aliquot
of the mother plate. The library
signs a MTA with the biologist,
and then the plates are sent for
screening.

ation nu 3
o~L303-80 ‘II
022-11-18 13:36:12

Product Color : Unknown

Date of entry : 2022
® New entry
Molecular mass : 248,3107423315092 g.mol™*
Mass of product available : 5 mg
Tare weight of pill : mg
Present in plate(s) No
Formula : C,:N,O:H. .
Name : Quimica Medica Quimico_QMED

e on setting : Origin of the molecule : Synthesis
Procedure : Product Type : Free

The step of synthesis : Unknown
Product aspect : unknown

Check the Lipinski rules : Yes

Basic theoretical analysis : C(51.72°%:), N(16.09%), O(27.56%), H(4.632%)
ic experimental analysis :

Type of purification : Unknown

Reference laboratory notebook : Elguero-L202-80/7

mmmmmmmm : Number of acceptors : 0
Number of rotable bond : 0
Number of aromatic atoms : 0
Number of aromatic bonds : 0 - -

Number of donors : 0 Flgure 5- I”UStratlon Of the IQM
Number of atoms asymmetric : 0
Melting point :

boiling point :

caution(s) :

Solvent(s) :

robot. Automation improves the

Figure 2. Substance description in the Lg-Chimio database speed and precision of the

process In comparison to

The biologist blinds
screens the compounds
and sends a report to the
chemical library.

If a hit Is found, a secondary
screening IS operated to
confirm the hit and establish 2%

dose-response results. N LT T ~e
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manual pipetting

~~ Research projects

_ " Publications :
If both partners agree to carry on the project,
the chemist reveals the structure and an MTA

IS sighed by both parties. i -

Data Uptade

If the hit Is confirmed, the chemical library connects
the chemist and the biologist. Both partners decide if
the project has potential for further developing
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* For chemists:
- A way to enhance their molecules beyond their primary purpose,
by supplementing them with physico-chemical and biological data.
- A way to preserve the heritage and know-how of the laboratory, the

Institute, and the institution.
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* For biologists:
- A way to provide a highly original and diverse collection of
substances, without being Ilimited to commercially available
compounds.

* For both partners:
- New research programs, due to the discovery of chemical probes
or biologically active compounds. Managing the intellectual and
iIndustrial property issues

Permanent and transversal initiative to stimulate scientific cooperation
between chemists and biologists.
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