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! MMS: Latest Hot Publication

Dodaro A et al. "Post-Docking Refinement of
Peptide or Protein-RNA Complexes Using Thermal
Titration Molecular Dynamics (TTMD): A Stability
Insight.” JCIM (2025)
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> metodologie computazionali ed informatiche nel campo della progettazione e
rieta chimico-fisiche e farmacologiche, e dello studio a livello molecolare dei loro
e ¢ previsto un percorso di esercitazioni virtuali attraverso una piattaforma web-
tico/computazionali maggiormente utilizzati sia in ambito accademico sia nelle
resentato durante le lezioni e le esercitazione € in lingua inglese per consentire allo
a internazionalmente in questo ambito.
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1. Introduzione alla progettazione di un farmaco H
{

2. Ligand-based Drug Design (LBDD)

Rappresentazioni Molecolari
Similarita Strutturale

Ipotesi Farmacoforiche

Superfici e Descrittori Molecolari

QSARSs e Al : introduzione

QSARs: elementi di statistica

3. Structure-based Drug Design (SBDD)
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MMSeLAB: l’ \ - Analisi Conformazionale
PSF@zoomcast: zoocm N — i , Energetica Molecolare
(@sertiamoci: N ': Docking & Scoring

Virtual Screening

Dinamica Molecolare

Great Memories: @

Elementi di Chimica Quantistica

Per coloro che ancora non si fossero stressati abbastanza, ecco alcuni suggerimenti per procurarsi
gratuitamente un "visualizzatore molecolare" per poter continuare a giocare anche in futuro:

1. Chimera (UCSF)

2. Pymol (DeLano Scientific LLC ):

3. VMD (UIUC):

4. Discovery Studio Visualizer (Accelrys):

5. ICM-Browser (MolSoft):

(A E R XK

6. Molecular Viewer (Molegro):
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MMS: News & Updates , University of Padova

f04, fax: +39 049 8275366
December 01, 2018
MMS received NVIDIA GPU Grant more...

MMS_Intranet
April 01. 2016
MMS lunches MMsYouTube channel.

s il &"(".:
3 é Sy MMS: Events

June 18-19, 2020
CDDD 7th Meeting - Bettona (PG)...

“=== MMS: Latest Hot Publication

Bissaro et al. " Targeting the Coronavirus SARS-
CoV-2: computational insights into the mechanism of
action of the protease inhibitors Lopinavir, Ritonavir,
and Nelfinavir" Scientific Report (2020)
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Similarita Strutturale

) =

Confidential and Property of ©2013 Malecular Modeling Section (MMS)
M Dept. Pharmaceutical and Pharmacological SciencésUniversity of Padova- Italy

S.MORO'i PSF: DDY2K




Here is our working  platform &
http://mms.dsfarm.unipd.it

MMSeLAB: Q,’ Analisi Conformazionale
PSF@zoomcast: zoom Energetica Molecolare
(@sertiamoci: N ': Docking & Scoring

Virtual Screening

Dinamica Molecolare

Great Memories: @

Elementi di Chimica Quantistica

Per coloro che ancora non si fossero stressati abbastanza. ssgo alcuni suggerimenti per procurarsi
gratuitamente un "visualizzatore molecolare" per poter contir “che in futuro:

1. Chimera (UCSF)
2. Pymol (DeLano Scientific LLC ):

3. VMD (UTUC):

5. ICM-Browser (MolSoft):

v@®
v@®
N
4. Discovery Studio Visualizer (Accelrys): m’
v@®
v@®

6. Molecular Viewer (Molegro):

S.MORO'i PSF: DDY2K

M S Confidential and Property of ©2013 Molecular Modeling Section (MMS)
M Dept

. Pharmaceutical and Pharmacological SciencésUniversity of Padova- Italy




Here is our working  platform &
http://mms.dsfarm.unipd.it

MMSeLAB: Q,’ M - wyz Analisi Conformazionale

PSF@ZOOBIC&SR zoocm Energetica Molecolare
(@sertiamoci: N ': Docking & Scoring

Virtual Screening

Dinamica Molecolare

Great Memories: @

Elementi di Chimica Quantistica

Per coloro che ancora non si fossero stressati abbastanza, ecco alcuni suggerimenti per procurarsi
gratuitamente un "visualizzatore molecolare" per poter continuare a giocare anche in futuro:

1. Chimera (UCSF)

2. Pymol (DeLano Scientific LLC ):

3. VMD (UIUC):

4. Discovery Studio Visualizer (Accelrys):

5. ICM-Browser (MolSoft):

(A E R XK

6. Molecular Viewer (Molegro):

S.MORO'i PSF: DDY2K

|_ S Confidential and Property of ©2013 Molecular Modeling Section (MMS)
Dept.

Pharmaceutical and Pharmacological SciencésUniversity of Padova- Italy




UNIVERSITA

DEGLI STUDI MMS ’\Iolemlal \Iodehng Section

DI PADOVA d Pharmacological Sciences, |
a (Italy) - phone: +3% 049 8272

MMS Home About us... Lab Members Projects Pubblications (@learning MMStools MMS_Intranet

MMSeLab... broadening perspectives. e,

Running Project:

Project Aims:

@
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Tutorials:

References:

This project was possible thanks to the irreplaceable contributions of Matteo Floris, Davide Sabbadin, , Mattia Sturlese and Andrea Cristiani.

A
We warmly thank Chemical Computing Group (CCG) for giving access to FIMOE.web, OpenFye Q for giving access to OMEGA, Thomas E. Exner for provinding
us PLANTS docking tool, Matthias Rarey for ging access to PoseView, and Peter Ertl for its editor.

We are very grateful to the large community of Developers who make possible the use of the following free tools: Ubuntu Linux operating system, Apache web server,

PHP scripting language, Jmol - the open source molecular viewer, Jquery - Javascript library, CDK - the chemistry development kit, CACTVS toolkit by Xemistry, Insess
command line utilities by GGA Software Services. Offline
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A preview: of our PSF 2025/2026
p5 running:: project!

PDB pode: 7U8S

Probing - the binding hot spots of KPC-2 carbapenemase using reversible tetrazole -based
inhibitors

DeFrees.K.,Cambeis, E.M., Chen, Y., Renslo, A.R.

To be published.
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https://it.wikipedia.org/wiki/Cum_grano_salis

Our primary mission will be:
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14, ) The most insidious question that
J{¢&a4 you can make me :

Is a drug designable?
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s ] ' Answering to this question needs to find
B S the intimate connection between these

-» |Informatics = «--
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we will have to think carefully about the relationship
between - vision reality and drawing
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