
Who should attend?

• Research Information Scientists

• Research Information Systems Managers

• Discovery Scientists

• Application Developers

• Database Administrators

• Knowledge Engineers

New from MDL

• Afferent

• CrossFire 2000

• ISIS/Host 3.2

• Reagent Selector 1.3

• SMART 1.5

Coming from MDL

• Apex

• Assay Explorer 2.0 and Report Manager

• Compound Warehouse

• CrossFire Web

• ISIS/Direct 2.0

• ISIS for Excel 2.0

• ISIS/Host 3.3 and 4.0

• Integrated Major Reference Works

• MINE

MDL’s Forum on 

e’re looking forward to seeing you at 

MDL’s 2001 User Conference in Monterey,

California, May 5-9. MDL’s annual User

Conference is a “must attend” event for 

information scientists, discovery application

developers, discovery IT managers, discovery

scientists, and others involved in the use of

informatics solutions to streamline and enhance

discovery. Under the direction of a Steering

Committee of MDL customers, the User

Conference provides a unique and invaluable

forum for colleagues to explore ideas and 

discuss experiences, problems, solutions, 

and customized applications—and to pass on

indications of strategic requirements and

directions to MDL. The meeting will provide

ample opportunity learn about MDL’s product

strategy and directions, and to see the 

latest applications in action—and to see how

colleagues are applying them to solve their

own particular discovery problems.

The meeting includes time for networking

and social interaction with colleagues and MDL

staff, and we look forward to seeing you there.

High-Throughput
Discovery

Biology and
Chemistry

High-Throughput
Discovery

Biology and
Chemistry

• High-throughput discovery informatics 

for chemistry and biology 

• Warehouses, data mining and decision 

support

• Knowledge management

• New data content and navigation aids

• E-commerce integration

• Integrating and automating the discovery

workflow

• Cheminformatics business rules and 

registration

• Data cartridges and three tier architectures

Conference Highl ights



Plenary Sessions
Monday May 7, 2001
9:00–9:30 MDL Welcome and Business Update

Pat Rougeau, MDL
9:30–10:30 Keynote Address

Scott Myers, Accenture
11:00–11:40 MDL  Strategic Directions

Lars Barfod, MDL
11:40–12:30 MDL  Product Update

Phil McHale, MDL
2:30–3:00 Registration Systems

Mark Costales, Dow Agrosciences
3:00–3:30 A Component-based Generic Registration System

GlaxoSmithKline (TBC)
3:30–4:00 ISIS Server Products—The Transition to Cartridges

Tom Blackadar, MDL

Tuesday May 8, 2001
9:00–9:30 Unmet IS Needs in the Pharmaceutical Industry

Michael Palladino, Aventis
9:30–10:00 Challenges in High-throughput Chemistry 

Bill Smith, Ontogen
10:00–10:30 Building a Robust, Project-based, and Integrated Data System at GelTex

Bob Burrier, Geltex
2:30–3:00 Advances in Workflow Automation

David Chapman, MDL
3:00–3:30 Implementing Inventory Solutions

Richard Norton, ASDI
3:30–4:00 Compound Acquisition and Ecommerce

Scott Andrews, SciQuest

Wednesday May 9, 2001
9:00–9:30 Searching Behavior of CrossFire Users

Frank Cooke, GlaxoSmithKline and Helen Schofield, UMIST
9:30–10:00 Beilstein in 2001

Alexander Lawson, MDL
10:00–10:30 Usability Engineering and Web Interfaces

Tonny Sasse and Kimberly Steele, MDL
2:30–3:15 New Approaches to Structure-based Decision Support

Mark Surles, MDL
3:15–3:30 MDL Users’ Group Business Meeting
3:30–4:00 Ask MDL : Your chance to quiz MDL Executives on product 

futures and strategies

Product Demonstrat ions
Sunday May 6, 2001
3:00–3:30 Integrated Major Reference Works

3:30–4:00 LitLink

4:00–4:30 Dymond—dynamic structure linking from journals

4:30–5:00 Compound Warehouse

Monday May 7, 2001
8:15–8:45 A: CrossFire Web B: ISIS/Direct and Cheshire

1:30–2:00 A: Library Planning and Synthesis B: LitLink and Dymond

2:00–2:30 A: Library Testing and Analysis B: Integrated Major Reference Works

Tuesday May 8, 2000
8:15–8:45 A: Afferent B: Compound Warehouse
1:15–1:45 A: CrossFire Web B: ISIS/Direct and Cheshire

1:45–2:15 A: Integrated Major Reference Works B: Élan

Wednesday May 9, 2000
8:15–8:45 A: Assay Explorer B: CrossFire Web
1:15–1:45 A: Library Planning and Synthesis B: LitLink and Dymond

1:45–2:15 A: Library Testing and Analysis B: Compound Warehouse

Network with 

colleagues old 

and new from the 

life science and 

chemical industries

Hear comprehensive

presentations of 

real-life informatics

solutions from 

industry counterparts

Organize or join

impromptu ”birds of 

a feather” sessions

to discuss issues 

of mutual interest

See new MDL 

products in 

action and meet 

key MDL staff

Agenda

2001 MDL User Conference
May 5-9 •Monterey, California



Monday May 7, 2001
4:30–5:30 A: Server-based Infrastructure Issues

This session could really be titled “How to keep the ship afloat.” How do you keep the current infrastructure going while exploring
new technology? Hear from the IS personnel who keep the Ship Afloat. This will be a forum for information sharing on topics like
maintenance routines for RCG databases, suggested ORACLE maintenance, and ISIS/HOST upgrades to name a few.
Session Leader: Patti Lennon (Merck) Participants: Charles Weatherall (MDL), Kevin Fisher (Schering-Plough), 

Donna Young, (Bristol-Myers Squibb)

B: Registration Systems, Business Rules and Cheshire
This session will discuss how new registration systems have been put together, and what tools were used to simplify the process. 
The main focus will be on enabling of business rules through Cheshire and the technologies used to construct new systems.
Session Leader: Mary Jane Lauzon (Schering-Plough) Participants: Mark Costales (Dow Agrosciences), Keith Taylor (MDL)

C: FAStastic Examples
This popular session showcases innovative sample applications and demos developed by MDL’s talented Field Application Scientists
(FASs). Often constructed to address a particular customer question, or to try out new functionality, these examples may give you
ideas as well.
Session Leader: Tim Shay (MDL)

Tuesday May 8, 2001
11:00–12:30 A: E-commerce Integration

It is becoming easier to order chemicals electronically from sites such as SciQuest and VWR, and from individual suppliers
like Sigma-Aldrich and Fisher. This session will focus on how these new channels are being connected or integrated with other 
procurement activities such as inventory, registration, and purchasing systems.
Session Leader: Frank Schaffer (MDL)   Participants: Representatives from ChemBridge, SciQuest

B: Knowledge Management
The way we want to access information is just as relational as the data that comprises the information. How can systems present
data in the appropriate fashion to a variety of users with different questions and different needs?
Session Leader: Mark Atkinson (Schering-Plough) Participants: Tim Mummers (Accenture), Sandy Lawson (MDL)

C: Consulting Applications Showcase
MDL’s Consulting Services have considerable experience in MDL and third party products, and their application to solve specific 
customer problems. Learn about the capabilities they offer and hear from customers who have used their services.
Session Leader: Roger Abraham (MDL)

4:30–5:30 A: Coping with Libraries
As libraries become more focused, what are the best techniques for handling them—both the physical samples and plates, and the
information associated with them? Share your experiences with others dealing with these logistics and informatics challenges.
Session Leader: Wally Reiher (Affymax) Participants: Michael Palladino (Aventis), Chris Waller (Sphinx), Chris Phelan (MDL)

B: Data Cartridge Technology
Data cartridge technology brings many advantages to both data entry and retrieval. Current application of this technology, such 
as ISIS/Direct, will be discussed from both an MDL and customer perspective and new developments in this area of technology 
will be assessed.
Session Leader: Mark Costales (Dow Agroscience) Participants: Tom Blackadar (MDL), Nipun Agarwal (Oracle Server Group)

C: Electronic Notebooks
How far have we come with this type of application? What does the term Electronic Notebooks really mean? Hear from companies
who have developed their own version of an Electronic Notebook or Laboratory Workbench. What was the biggest hurdle: terminology?
technology? workflow?
Session Leader: Patti Lennon (Merck)     Participants: James Guare (Merck), David Evans (MDL), Susan Fitzpatrick (Merck)

Wednesday May 9, 2001
11:00–12:30 A: Client-based Infrastructure Issues

When a new version of ISIS/Desktop is released, does your MDL administrator think “oh, great”or “oh, no”? See how others handle client
software installation and upgrades using various approaches. Who does desktop support (has your desktop support been outsourced)?
How are ISIS Remote-Access Files distributed?  What kinds of MDL-related information can be obtained from your company's intranet?
How are education and training issues changing and being addressed? Compare and share your experiences with your colleagues.
Session Leader: Patti Lennon (Merck) Participants: Mario Valenciano (Merck), Peg Renery (MDL), Paul Mills (MDL)

B: Reaction Databases, Navigation and LitLink
LitLink offers a fundamentally new way of accessing published information—via electronically enhanced browsing of the literature.
Issues to be examined in this session include the way in which reaction data from different databases is linked to publications, over-
lap in databases, and new ways of linking the primary, secondary, and tertiary literature.
Session Leader: Charles Schmidt (Alcon) Participants: Bob Snyder (MDL), David Waugh (University of Wisconsin), Doug Hounshell (MDL)

C: Data—Preparation, Visualization and Reporting
The product of research is information, but this usually starts as data, often from disparate sources, and which requires preparation
before it can be usefully visualized and incorporated into meaningful reports. This session will examine the tools and techniques
which are available and consider their effective use.
Session Leader: Wally Reiher (Affymax) Participants: David Ward (MDL), Ron Delmendo (MDL)

Workshops



Training Workshops

Application development with ISIS/Direct Molecules 2.0

Date: Saturday, May 5  2001 Time: 9:00 am–5:00 pm Fee: $750
Trainer: Tom Blackadar

The new ISIS/Direct data cartridge provides a revolutionary way of integrating chemical searching and registration into
the Oracle 8i database. This workshop is designed for ISIS database administrators and application developers wishing
to gain hands-on experience managing and developing applications with this new technology. This workshop is based
on the new ISIS/Direct version 2.0, which has complete functionality for reading and writing to an RCG database.  

Course Objectives: • Gain hands-on experience with ISIS/Direct Molecules 2.0
• Develop a web application that does chemical searching from an Oracle-based application
• Learn to formulate queries and optimize performance
• Learn to upgrade and maintain databases in the RCG2 format

Prerequisites: Basic knowledge of ISIS database administration and application development

Creating Assay Explorer Building Blocks

Date: Saturday, May 5  2001 Time: 9:00 am–5:00 pm Fee: $750
Trainer: Albert Crescenzo

This hands-on workshop addresses the need for senior scientists and IT specialists to translate their research workflow
into the Assay Explorer environment. Advanced topics include creating new variables and variable groups, associating
calculation formulas and curve-fitting models with the variables, editing dictionaries and formatting variables, and cre-
ating layouts and reader file formats. Assay Explorer will be used to create all the building blocks for a sample workflow.
Result mapping and database administration will not be covered. The workshop is intended for scientific administrators
of Assay Explorer who have had some experience using the product and is based on Assay Explorer 2.0. 

Prerequisites: Working knowledge of Assay Explorer

Cheshire for ISIS Developers’ Symposium

Date: Sunday, May 6, 2001 Time: 12:30 pm–4:00 pm Fee: $375
Trainer: Keith Taylor

This Cheshire Developers’ symposium will provide an overview of the Cheshire language, and will examine the new fea-
tures of Cheshire for ISIS 2.0, including Sgroups, Flexmatch, SSkeys, and Java Native Interface. Other topics will include
chemical perception, the use of arrays, and hands-on work with customers’ own scripts.

Prerequisites: Experience in writing Cheshire for ISIS scripts. Participants are encouraged to bring a script that identifies all the basic
nitrogens in a structure: primary, secondary, tertiary, quaternary, both aliphatic and aromatic, and heteroarenes. 
Participants should also consider how this script could be used to name these functional groups in a structure

MDL Welcome Reception

Sunday, May 6, 2001
Please join us for a delicious array of appetizers and cocktails from 6:00-8:00 p.m. on the 10th floor in the Ferrante Room. It’s a wonderful opportunity 
for veteran conference attendees to connect with colleagues from meetings past, and for first timers to meet other customers and MDL staff.

Classic California Beach Party!
Monday, May 7, 2001
Catch the wave and hang ten for a Classic California Beach Party complete with the Tropical Meuse Band, BBQ, bonfire, limbo, and volleyball! 
What better way could we thank you for your participation in this year's annual user conference than with your toes in the sand?

Visit the Monterey Bay Aquarium
Once your registration has been received, you will receive a coupon to purchase a ticket at the Monterey Bay Aquarium at the group rate. The coupon
allows you express entry via the group entrance and is valid the week before and during the conference. For more information on planning your trip 
to the aquarium including hours, exhibits and maps visit http://www.mbayaq.org

Flying to or from SFO or SJC? The Monterey Salinas Airbus provides transportation to or from these airports to the Monterey Marriott several 
times a day. The cost is only $30.00 per person, one-way and the drop-off is just a few blocks from the hotel. Check out their website 
(http://www.montereyairbus.com/) for more information.

Special Events and Information
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Reserve Your Hotel Room by Friday, April 20th
To reserve hotel accommodations, please call the Monterey Marriott Hotel directly at 831.649.4234 or 800.228.9290 and reference the MDL User Conference
guest room block. Please call McGettigan Meetings Plus at 800 .729.3660 or 925.287.5129 with any questions regarding the conference and reservations.
Hotel cut-off for our special group room rate is Friday, April 20, 2001. Reservations after this date will be on a space and rate available basis.

Three Easy Ways to Register

1. Fax this form to 925.287.5300
2. Send an email to mdl@meetingsplus.com and include the information below.
3. Mail your registration form and check, made payable to MDL, to: MDL 2001 User Conference 

c/o McGettigan Meetings Plus
1777 Botelho Dr., Suite 100
Walnut Creek, CA 94596

Type or Print Clearly (Use one form per registrant)

First Name (as it should appear on your badge) __________________________________________________________________________________________
Last Name (as it should appear on your badge) __________________________________________________________________________________________
Company Name (as it should appear on your badge) ____________________________________________________________________________________
Address:________________________________________________________ Mailstop: ________________________________________________________
City: ____________________________________ State: ____________ Postal Code: ____________________ Country: __________________________
Telephone: ________________________________ Fax: ____________________________________ Email: ____________________________________

❏ Check here if you do not want your phone number and email address printed on the attendee list. The attendee list will be included in all attendee binders.

Extracurricular Activities Attendee Guest

Welcome Reception on Sunday evening, May 6, 2001 ❏ yes   ❏ no ❏ yes (no charge) Guest Name____________________________________

Thank You Dinner on Monday evening, May 7, 2001 ❏ yes   ❏ no ❏ yes (additional $50 fee applies) Guest Name____________________________________

Sweatshirt Size ❏ S ❏ M ❏ L ❏ XL ❏ 2XL ❏ 3X ❏ 4X ❏ 5X[ if available ]
Dietary Requirements

❏ Vegetarian ❏ Lactose-intolerant ❏ Kosher ❏ Other:_______________________________________________________________

Registration Fees

Training Workshops: All training workshops include refreshment breaks. Full-day training includes lunch.
❏ Saturday, May 5, 2001 Building Applications with ISIS/Direct Time: 9:00–5:00 Fee: ($750)
❏ Saturday, May 5, 2001 Customizing Assay Explorer Time: 9:00–5:00 Fee: ($750)
❏ Sunday, May 6, 2001 Cheshire Developers’ Symposium Time: 12:30–4:00 Fee: ($375)

Full, three-day conference attendance:

Your registration fee includes the welcome reception, thank you dinner, continental breakfast, lunch each day, breaks, and a binder with the conference
materials. *Plenary speakers and working group leaders are eligible for an additional $200 off the full 3-day standard, early, or on-site registration fee. AND
three or more attendees from the same company are eligible for an additional $100 discount each off the full 3-day standard, early, or on-site registration fee.

Three-day: Two-day: Single-day: (Circle all days you plan to attend)
Standard Registration ❏ $1095* ❏ $745 ❏ $445 Mon Tues Wed
On-site Registration ❏ $1295* ❏ $945 ❏ $545 Mon Tues Wed
Academic Registration ❏ $545 ❏ $375 ❏ $225 Mon Tues Wed

*❏ Speaker/Working Group Leader less $200 off 3-day conference fee * ❏ Multiple attendee discount $100 off 3-day conference fee

Payment (MDL must receive your payment before you attend the conference)Total Payment: $_________________________________________

❏ AMEX ❏ Diners Club ❏ Mastercard ❏ VISA ❏ Check ❏ Bill my company, P.O.# _______________________________
Card Number ____________________________________________________Exp. Date ______________________________________________
Cardholder’s Name ________________________________________________Signature ______________________________________________

(please print exactly as it appears on card)
Cancellation Policy: Cancellations received seven days or more prior to the conference may receive a refund (minus $100 processing fee) or a full credit toward a future MDL User Conference, at
the customer’s option. Cancellations received with less than seven days notice will receive full credit toward a future MDL User Conference (no refunds). MDL is a registered trademark of MDL
Information Systems, Inc.

2001 MDL User Conference
May 5-9 8 Monterey Marriott 9 Monterey, California 



14600 Catalina Street
San Leandro CA 94577

Information Systems, Inc.

2001 MDL User Conference
May 5-9 •Monterey, California

2000-2001 MDL
Software Users’ Group

Steering Committee This year we are offering a discount
for 3 or more attendees from one

company who register for the 3-day 
conference. The conference facilities are
the best ever, with our plenary sessions
being held in the lecture hall of the adja-
cent Monterey Conference Center. We are
planning training classes for Saturday,
May 5, and Sunday, May 6, with product
demonstrations and the welcome 
reception late Sunday afternoon, May 6.
The conference plenary sessions and working group discussions 
will take place Monday through Wednesday, May 7-9.

Logistically, Monterey is a one-hour drive from the San Jose SJO airport,
2 hours from San Francisco SFO, or a 5 minute taxi ride from the
Monterey airport MRY, which has direct service from Los Angeles LAX,
San Francisco SFO, and Phoenix PHX. Please see more travel information
on the User Conference website.

If you are planning to extend your stay in Monterey to take advantage of
recreational opportunities, please be advised that the Monterey Marriott
has another program immediately following ours. Hotel availability from
May 9 forward is very limited. You might want to consider arriving a day
or two before the MDL conference to enjoy the sites.

We look forward to seeing you in Monterey in May! 

Marybeth Burton (Chair)
Schering-Plough Res. Inst.
tel: 908.740.7359
fax: 908.740.7358
email: marybeth.burton@spcorp.com
Charles Schmidt
Alcon Laboratories, Inc.
tel: 817.551.8153
fax: 817.551.4584
email: charles.schmidt@alconlabs.com
Janet Kelsall
DuPont Pharmaceuticals. Co.
tel: 302.695.4521
fax: 302.695.1727
email: janet.a.kelsall@dupontpharma.com
Mark Costales
Dow Agrosciences LLC
tel: 317.337.3069
fax: 317.337.3252
email: mcostales@dowagro.com
Patricia Lennon
Merck and Co.
tel: 215.652.7226
fax: 215.652.6913
email: patti_lennon@merck.com
Wally Reiher
Affymax Research Inst.
tel: 408.522.5886
fax: 408.481.0522
email: wally_reiher@affymax.com

High-Throughput Discovery
Biology and Chemistry

MDL, Assay Explorer, and Reagent Selector are registered trademarks in the United States and Afferent, Apex, Cheshire, Compound
Warehouse, Élan, ISIS, ISIS/Direct, ISIS/Direct Molecules, LitLink, and MINE are trademarks of MDL Information Systems, Inc. CrossFire
is a registered trademark of MDL Information Systems GmbH. Beilstein Database: Copyright © 1988-2001, Beilstein-Institut zur Förderung
der Chemischen Wissenschaften licensed to Beilstein Chemiedaten und Software GmbH and MDL Information Systems GmbH. Microsoft
is a registered trademark of the Microsoft Corporation in the United States and/or other countries. Oracle and Oracle 8i are registered
trademarks of the Oracle Corporation. All other product or company names may be trademarks or registered trademarks of their respec-
tive holders, in the United States and other countries. Copyright © 2001 by MDL Information Systems, Inc. All rights reserved. 

Reservations
Monterey Marriott
350 Calle Principal
Monterey, CA 93940
tel: 831.649.4234

800.228.9290 (toll free)
fax: 831.375.4313
www.marriott.com

Registration
McGettigan Meetings Plus 
tel: 800.729.3660 or 925.287.5129
fax: 925.287.5300
email: mdl@meetingsplus.com

Information
Valerie Lukecart, MDL
tel: 510.357.2222, ext. 1620
fax: 510.895.6092
email: valeriel@mdli.com 


