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ES DOESN'T SEE...ITC CAN MEASURE!
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AFFINIMETER FOR ISOTHERMAL TITRATION
CALORIMETRY
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» Get the full kinetic and thermodynamic profiles of interactions.

« Generate tailored binding models.

(/‘*‘“ ///\L\J « Perform global analysis of multiple ITC isotherms.

= Partners of YAVAVAN

. J AFFINIMETER
AFFINIMETER FOR SPECTROSCOPIC TECHNIQUES

« Easy upload of binding curves from different techniques into the same
fitting project.

e Perform a global analysis of multiple data generated from different
frequencies of the spectra in a titration experiment or from different
techniques.

» Use advanced binding models for the analysis of complex interactions.

Learn more

Get a free trial



Nanocarriers ©
Lipid membranes




WHAT ARE CYCLODEXTRINS?

< >

Cyclodextrins (CDs) are excipients which can influence the
properties (such as toxicity, stability, solubility or skin
penetration) of the active substance and other medicines.
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HE “CYCLODEXTRIN PARADOX”
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Almost any drug in the market has gone, at
least in any step of its development, through a
computational modelling process, saving to
this sector a lot of money and time in their

Drug Discovery

R&D process. T4 does
net £+ 0n
. . . that slet.--
Typical for protein + drug... but what happens to cyclodextrins? g

Computational tools are scarcely used in

cyclodextrin industry...! ...despite the elements implied in

the process (receptor + ligand = CD + guest), are analogous to
those typically implicated in the pharmaceutical industry.
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NAMICS SIMULATIONS WITH CYCLODEXTRINS
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NAMICS SIMULATIONS WITH CYCLODEXTRINS
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l. The encapsulating Army International Journal of Pharmaceutics

olume 588, 15 October 2020, 119689

Il. Collaborative weapons

The Lord of the NanoRings: Cyclodextrins and
the battle against SARS-CoV-2

lll. Using the ring as a direct weapon
IV. Sentinels to prevent invasions

V. Trying to break the enemy’s border,

VI. Intercepting messages of the enemy

VIl. Blood on the battlefield - THE LORD OF THE NANORINGS:
cyclodextrins and the battle against SARS-CoV-2



SC CICLODEXTRINAS EN LA FORMULACION DEL REMDESIVIR
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Ligand’s Captisol Technology Plays Key
Role in the Manufacture of

Gilead’s Veklury,
the First FDA-Approved
COVID-19 Treatment

CAPTISOL
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REMDESIVIR
. MNTIVIRAL DRUG

Store a1 temperature not exceeding (8
prolecled from direct sunlight.

Pifieiro, A.; Pipkin, J.; Antle, V.; Garcia-Fandino, R. “Do the substitution pattern of modified cyclodextrins affect the encapsulation of
drugs? A case study using sulphobutylether-b-cyclodextrin and remdesivir” sent to International Journal of Pharmaceutics 2020
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ﬁ REMDESIVIR: AN ORTHOGONAL STUDY
e Molecular Dynamics simulations

Captisol:Remdesivir (10:1 to 30:1)
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‘{)‘$ R: AN ORTHOGONAL STUDY
e Molecular Dynamics simulations
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L + REMDESIVIR: AN ORTHOGONAL STUDY

Molecular Dynamics simulations
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a OL + REMDESIVIR: AN ORTHOGONAL STUDY

Molecular Dynamics simulations

Equilibrium constant: A+ B = C: Keqg = % (Vis the volume of the system) /
@internal degrees of freedom for A and D U( %) ->potential describing the interaction between A and B )
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REMDESIVIR: AN ORTHOGONAL STUDY

ITC experiments
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OL + REMDESIVIR: AN ORTHOGONAL STUDY

Molecular Dynamics simulations

Aggregation studies



D SEE...WHAT THE EYES CANNOT SEE

Augmented Reality

Ollomol AR for Captisol is an Augmented Reality

R (AR) molecular viewer developed to visualize 3D-

AR images of complexes formed by Captisol with

L M®LECULAR the following 12 drugs: allopregnanolone,

VIEWER amiodarone, carbamazepine, aripiprazole,
) busulfan, delafloxacin, carfilzomib, melphalan,
fOr Ca pt|SOI posaconazole, maropitant, voriconazole and
ziprasidone mesylate. The 3D-movies were
denerated by Molecular Dynamics simulations.

o

allopregnanolone

V\ Google play
Available on the
D App Store busulfan
carbamazepine
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Download Scan Have fun! -




HAT THE EYES CANNOT SEE
Augmented Reality
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AT THE EYES CANNOT SEE

Augmented Reality

ribution

Size and [




HAT THE EYES CANNOT SEE
Augmented Reality




Augmented Reality
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O SEE...WHAT THE EYES CANNOT SEE

VR

LECULAR
VIEWER

for Captisol
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Open your eyes...
...t0 the molecular worild



