ChemNote

A PC-Based Molecular Design and Display Tool
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FEATURES

= Jeon and menu driven user
interface

m Flexible access to data files

m Sketching of 2-Dimensional
chemical structure diagrams
with powerful procedures

= Fast 2-Dimensional to 3-
Dimensional conversion

s 3-Dimensional display and
real time manipulation

= Residue sequence generator
n [nterface to molecular

modelling and simulation
programs

Polygen's ChemNote software package
provides a PC-based "front end" that en-
hances CHARMM and HYDRA,
Polygen's VAX-based molecular modelling
programs. This versatile software package
provides simple-to-use graphics oriented
modelling tools that enable research chem-
ists to efficiently construct and examine a
variety of molecules. ChemNote incor-
porates a powerful VAX/PC interface with
the Molecular Structure Sketching Tool,
CHARMM Sequence Generator and
CHARMM Command Editor, to facilitate
a variety of molecular design tasks.

The Molecular Structure Sketching Tool
enables chemists to construct, edit, re-
trieve, display and manipulate molecular
structure diagrams. It also converts two-
dimensional diagrams into three-dimen-
sional models for study before submitting
them to the CHARMM molecular mechan-
ics program. The Sequence Generator pro-
vides a "friendly" interface to build a poly-
peptide or polynucleotide sequence for in-
put to CHARMM. The CHARMM
Command Editor is a text editor with
special features to facilitate the creation of
commands for input to CHARMM.

ChemNote utilizes a mouse pointing
device and a keyboard to provide a user-
friendly "front end" to CHARMM and
HYDRA. Pull-down menus and graphical
icons eliminate the need for any complex
keyboard commands. A HELP line,

displayed at the bottom of the screen,
describes the selected option and alerts the
user to an improper selection.

ChemNote's powerful VAX/PC interface
facilitates data storage and communication.
It permits newly created molecular struc-
tures to be stored in or accessed from any
directory on the PC or VAX. For example,
the current directory, a personal directory,
or group directory on the PC or the VAX
can be accessed with ease. ChemNote's
data management system allows the user
to give directories common names and to
transfer information without any know-
ledge of internal data formats. ChemNote's
terminal emulator capability enables users
to log onto the VAX to read their mail or
to check on the status of a job without
exiting ChemNote. ChemNote submits
CHARMM Files to the VAX in batch
mode and displays a confirmation message
on the PC when the job is completed.

SKETCHING TOOL FEATURES
AND CAPABILITIES

The Molecular Structure Sketching Tool
component of ChemNote is typically used
to construct and examine abnormal amino
acid residues, nucleic acid residues, and
other molecules on the PC. Chemists can
sketch two-dimensional molecular diagrams
on the screen, then submit them for con-
version to three-dimensional models. The







