Schrodinger Overview

Spain, Santiago
June, 2010

Jas and Dan Appiications Scientists
Katia Dekimeche Account Manager

SCHRODINGER.



Welcome !!

Day 1: Structure Based Methods

SCHRODINGER.




Day 1: Structure Based Methods

Registration and Coffee 9.30

10.00 MORNING

General Schrodinger overview and introduction 15 min

Intro to structure-based drug design 20 mins

Getting started with Maestro 60 mins

Structure-based virtual screening 60 mins
Lunch 13.00 - 14.00

14.00 AFTERNOON

Structure-based lead optimization 60 mins

Advanced Docking (IFD, loop refinement) 60 mins

Wrap-Up 16.00
Summary, Feedback ... 20 mins

Free sessions ...



Welcome Back !!

Day 2: Ligand Based Methods
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Day 2: Ligand Based Methods
Breakfast 9.30

10.00 MORNING
Introduction to ligand-based drug design 30 mins
Ligand Preparation and Conformational Searching 30 mins
Ligand-based virtual screening
— Manual Generation of Pharmacophores 45 mins
— Automatic Generation of Pharmacophores 45 mins
— 3D QSAR 10 mins
Lunch 13.00 - 14.00
14.00 AFTERNOON
Looking for Alternate Cores/ Compounds by Shape 30 mins
Shape Based Searching 30 mins
An interface for 2d Molecules and 2d QSAR 30 mins
Techniques for finding Diverse Compounds 30 mins

Wrap-Up 16.00
Summary, Feedback ... 20 mins




Presentation Overview

Company Overview

Suite Overview

Software Licenses
How to Get Started and Download
Conclusions
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Company Overview

Privately held company, founded in 1990
Staff of ~120, 50% Ph.D.’s

Clients
— Qver 1000 client sites
— ~300 commercial sites

Main sites

— New York, NY

— Portland, OR

— San Diego, CA

— Mannheim and Munich, Germany

— Camberley, UK

— Hyderabad, India

— Distribution Partners in Japan, China, Korea, Hungary, and ltaly
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Scientific Advisory Board

® Richard A. Friesner
— Chairman of SAB & Founder

Paul A. Anderson
- Esteemed medicinal chemist from Merck; lead efforts to develop TRUSOPT, ZOCOR,
CRIXIVAN, and SUSTIVA

Bruce J.Berne
— Higgins Professor of Chemistry, Columbia University

Ronald Breslow
— Professor, Departments of Chemistry and Biology, Columbia University

® Barry Honig
— Professor, Department of Biochemistry and Biophysics, Columbia University

® Wayne C. Guida
— Professor, Drug Discovery Program at H. Lee Moffitt Cancer Center

® William L. Jorgensen
— C. P. Whitehead Professor of Chemistry, Yale University

® Ronald M. Levy
— Professor of Chemistry, Rutgers University

® Matthew Jacobson
— Professor, Department of Pharmaceutical Chemistry, UCSF

® Mark Murcko

— Vice President, CTO and Chair of the SAB of Vertex _ oo -
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Suite Overview

Visualization and Automation

Small Molecule Modeling and Simulations

Macromolecular Modeling and Simulations

Lead Discovery

Lead Optimization

SCUMNRUDINGER.



Visualization and Automation

arh Nede Help

PDF Report
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Molecule Reader
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2D Viewer In the Project Table
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KNIME Extensions
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Small Molecule Modeling and Simulations

1D/2D to 3D Structure Generation
Conformation Generation and Clustering Conf ormat  onal
Property Generation and Filtering .

Molecular Mechanics

Property Prediction and Analysis

Molecular Dynamics
Quantum Mechanics

Cluster Order

80 100

El ectrostatic Potentials
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Lead Discovery

Cheminformatics
Ligand-Based Discovery
Structure-Based Discovery

Prime and GPCR Modeling

Virtual Screening

Fringerprints and Clustering

Bi ophore Modeling with Multiple-
,BJ;)di de  Detection /

{y




Lead Optimization

Focused Library Design
2D/ 3D QSAR

2/3D QSAR B P /
> %,i , é y I = “Core
Da® 1 w\J

Combinatorial Chemistry R
Fragment-Based Design — —
Structure-Based Discovery =T =P8 -
. T . b a, ¢ ~ ~¢
Absolute and Relative Binding Affinity J§7 1 Th B
—:...,}J ',.' '-‘--}J’{\Q'_ -::-.]:/ ::l

Binding Site Analysis Extra Precision (XP) Docking |nduced-Fit Docking (IFD) Quantum Pol ari zed
. Li gand Docki ng (QPLD)
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Suite Overview with Module Names

Visualization and Automation
— Maestro, Canvas, KNIME Ext, Python

Small Molecule Modeling and Simulations
— LigPrep, Epik, QikPrep, MacroModel, Jaguar, Canvas

Macromolecular Modeling and Simulations
— PrimeX, Prime, MacroModel, Desmond, QSite

Lead Discovery
— Canvas, Phase, Glide, CombiGlide, GPCR Modeling

Lead Optimization
— Phase, Comb/Gllde SiteMap, Glide, IFD (Glide + Pr/me) QPLD (Glide + QSite)

SCHRODINGER.



Schrodinger Academic Offer

* For Academics we offer parts of the suite for free:
v"Unlimited usage of the GUI and workbook Maestro:

v'Free KNIME extensions (workflow tool)

v'Free highly parallelizable MD package Desmond (D.E. Shaw
Research) .Desmond@ DEShawResearch.com

v'Protein crystal structure refinement package, Prime X, provided
free of charge until December 31, 2010:
https://www.schrodinger.com/getprimex

v'Back-ends licensed with academic discounts
v" Additional Teaching licenses for temporary use in educational
efforts

How can you get started?

SUHANRUVUDIINOUERN.


http://www.schrodinger.com/getmaestro
mailto:Desmond@DEShawResearch.com
https://www.schrodinger.com/getprimex

Additional information

Schrédinger on line support available: help@ schrodinger.com

Scripts Center: https:/Wwww .schrodinger.com /criptcenter/

Schréodinger Spring 2010 Seminar Series, topics & registration:

Training Videos available on line:

http:/Awww .schrodinger.com /supporttraining /1 8/

SCUHNMRUUINCGER.
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https://www.schrodinger.com/scriptcenter/
http://www.schrodinger.com/Spring2010Webinars.html
http://www.schrodinger.com/supporttraining/18/
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Schrodinger Spring 2010 Seminar Series

Spring 2010 seminar series
presented by SCHRODINGER

B0} 19

The Schradinger Spring 2010 Seminar Series features six webcast seminars on topics that cover a wide range of modeling methodologies and tools. There is no cost to attend the
available to all attendees, and will also be made available to registrants who are unable to view the live events.

English : San Francisco Time

[ Show past events

Upcoming Events

O

O

O O 000000 0

Date & Time ~

May 25, 2010 6:00 am

May 25, 2010 10:00 am

May 27, 2010 6:00 am
Jun 1, 2010 6:00 am
Jun 1, 2010 10:00 am
Jun 3, 2010 6:00 am
Jun 3, 2010 10:00 am
Jun 8, 2010 6:00 am
Jun 8, 2010 10:00 am

Jun 10, 2010 6:00 am

Event

Schridinger Suite 2010: Mew programs. enhancements. and features

(Early time slot)

Schridinger Suite 2010: Mew programs. enhancements. and features

(Late time slot)

Simplifying compound docking with KNIME

Getting started with PyMOL (Early time slot)

Getting started with PyMOL (Late time slot)

Structure-based modeling of GPCRs (Early time slot)

Structure-based modeling of GPCRs (Late time slot)

Glide development overview: Scientific advancements and
performance benchmarks in Schrodinger Suite 2010 (Early time slot)

Glide development overview: Scientific advancements and
performance benchmarks in Schrodinger Suite 2010 (Late time slot)

Development and validation of novel methods for generating structure-
hased pharmacophores using energetic analysis (Early slot)

Panelist

Or. Woody Sherman -
Sehrédinger Vice President of
Applications Science

Dr. Woody Sherman -
Schridinger Vice President of
Applications Science

Dr. Robert Happel - Bcehiringer
Ingelheim, Vienna

Dr. Jason Vertrees - PyMOL
product manager

Dr. Jason Vertrees - PylfOL
product manager

Dr. Thijs Beuming - Schradinger
Applications Scientist

Dr. Thijs Beuming - Schrodinger
Applications Scientist

Dr. Matt Repasky - Glide product
manager

Dr. Matt Repasky - Glide product
manager

Dr. Noeris Salam - Schrodinger
Applications Scientist
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|Ty|:|5 Search Terms | o

Resources & Downloads

= S

Home > Resources & Downloads > Support > Overview

Downloads

Sales

Script Center

Support

Seminars

KNIME Workflows

Request Logon

Log On

Overview

Support Center Resources

We are committed to providing our users with the best technical

and zcientific support. You may contact the Schridinger Tech

Support team by emailing help@schrodinger.com, or by calling
B - (503) 299-11503 .

In addition, we encourage you to take advantage of these on-
line resources that are available here:

. Docse & Known lgsues allow you to access all user manuak
and helpful information regarding known igsues.

* FAQ= provide anzwerz for many of the commenly-azked
questions.

* Training Videos allow you access to a series of short
videos available for viewing on-line. These videos take you
step-by-step through some common tagks and workflows.

Copyright @ 2005-2010 Schradinger, LLC | Terms of Use | Privacy Policy

Overview

= Docs and Known Issues

A

= FAQs
= Training Videos
> Update User Info

SCHRODINGER.
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SCHR@DINGER |Ty|:|5 Search Terms | °

Home About Products Hews & Events Resources & Downloads

Home > Rescurces & Downloads = Support = Training Videos

Downloads

Download Training Videos Support Center Resources
Sales . . . ]
The videos below are in Flazh format. The Flash Player is Overview
available from the Adobe website. Some videos are also
i i ickTi ickTime i i » Docs and Known Issues
Script Center ;VEI:E.HE ||;Sqrtmck1'|me format. QuickTime is available from the
pple website. ~ FAQs
Support The following Training Videoz are available for thiz product: v Training Videos
Topic (click to view) Time Upload date Canvas
Seminars Glide
Glide grid generation 828 OFME2009
MacrohModel
KHIME Workflows : " ' :
Setting up a Glide docking 5:38 OFMB2005 Maestro
calculation
Phase
Request Logon The Giide XP Visualizer 8:34 07/6/2009 ,
PrimeX
Log On Protein Preparation Wizard
Site

Virtual Screening Workflow

> Update User Info

Copyright & 2005-2010 Schridinger, LLC | Terms of Use | Privacy Policy ECHRdD"\lGER_




Home About Products News & Events Resources & Downloads

Home > Resources & Downloads > Support > Docs and Known |ssues

Downloads

Docs and Known Issues Support Center Resources
Sales The following POF Documents are available for download... )
Dverview
B i v Docs and Known lssues
Script Center General Information 2009
Al Commesitaiion General Information
+  In=tallation Guide Canvas
Support - Job Control Guide
- Job Options Supported, by Product CombiGlide
SN - Known lzzues
e sl «  Mopac Guide ConfGen
- Protein Preparation Guide fliseioas
. Running Distributed Schridinger Jobs R
KNIME Workflows «  Schridinger Utilties Epik
. Scripting with Python
- Unix Quick Install Guide Glide
Request Logon . Windows Cuick Install Guide
Impact
Induced Fit
c General Information 2008 == T
Jaguar

All Documentation :
In=tallation Guide KHIME Extensions

Job Control Guide

. Job Opticns Supported, by Product L
- Known lzzues i
ST P, LigPrep
- Running Digtributed Schrodinger Jobs
- Schridinger Utilities Ligand & Structure-Bazed
- Scripting with Python Descriptors
MCPRO+
General Information 2007 MacroModel
+ Al Documentation Maestro
. Inztallation Guide
. Job Control Guide Fhase
- Job Options Supported, by Product Prime

Bunninno Nistributed Schrosdinoesr lobs



Contact

katia.dekimeche@schrodinger.com
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