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Preface

This SAGEMD?2 code is useful as pgrocessor and paegrocessor for atomistic simulation

met hods (i . easmoldgtdandymamics)MD), Mante Rarlo (MC), and quantum
density functional theory (DTFPAGEMD?2 includes an efficient and easy-use graphical user
interface (GUI) to enable various manipulations with atomic structures. This GUI provides a set
of toolsfor a user to design the material for calculation and to prepare the input for computations
and analyze the computational results.

The User Manual provided below will help you to become familiar with this software.

This User Manual consists of 2 ChagteChapter 1 explains requirements for uS#gsEMD?2
anddescribes the procedures for its installing and uninstalling. Chapter 2 acquaints with
softwareds Main Wi ndo wCoktlpans! (2(3)2andlD)alog bdoxeso(2.4B a r

Notations useth this Manual:

All names of menu items, dialog boxes, controls etc., indicated as underlined.
Example: Click theDK button.

All hyperlinks are accompanied by text references (in parentheses) to corresponding sections.
This makes the Manual easy to hignich both electronic and printed formats.

Example: Use this menu item to display tiadtice Builderdialog box (2.5.2), which allows you
to build or rebuild the crystal.

Warning: SAGEMD?2 is in deelopment process now, so some discrepancies may occur between
User Manual contents and the current soft wa
the next versions of the Manual.



1 Installation Instructions

Run sagemd2_setup.exe and follmstructions on your screen.



2 The Basic Operations of SAGEMD2 Main Window

2.1 Main Window

After starting SAGEMD?2 and opening Zircon.SageMD?2 file you will see window that is shown
below
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2.2 SAGEMD2 main window menus

2.2.1File menu

The File nenu offers the following menu items:

New
Open
Close
Save
Save As

Expat

Import
Database

Print
Exit

Creates a new document.

Opens an existing document.

Closes an opened document.

Saves an opened document using the same file nau
Saves an opened document to a specified file name
Saves an opened document to a specified file formi
Opens a document using a specified file format.
OpensSearch structurdialog box.

Prints a document.

Exits SAGEMD2




