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Announcement of Pandat™™ 7 New Release

After one year's hard work, CompuTherm is pleased to make the formal an-
nouncement of the new release of Pandat 7. In addition to all the features of
Pandat 6, Pandat 7 offers many new enhancements with regard to the calculation
performance and functionalities. As always, Pandat 7 keeps its well-known fea-
tures for being Intelligent, Reliable and User-friendly. First-time users will find it
easy to calculate phase diagrams and other properties by a few mouse-clickings,

while advanced users will experience the enhanced power of Pandat 7.

New features of Pandat 7

A number of important new features and upgrades are available in Pandat 7. First of
all, the overall calculation speed is improved by five times on average. Other

important highlights are:

PanOptimizer — A new module, PanOptimizer, is added into Pandat 7. It is used for
optimization of thermodynamic and other property model parameters based on experi-

mental data.

Database — Pandat 7 allows users to append new phase or parameters of the existing
phase into the currently active database. It also allows users to load a materials system
that is predefined in a “.PBF” script file. In addition, several free databases (*.TDB) such

as SGTE pure elements and more than one hundred binaries are available with Pandat 7.

Calculation Functions — Overall calculation speed is improved by five times on aver-
age and memory usage is reduced. Other improvements and additions are (a)
calculations of stability diagrams, liquidus projection with associate model in liquid phase,
and Curie temperature (T, curves; (b) implementation of thermodynamic models for
phases with ionic species and phases described by ionic liquid model. In addition, all the

calculations in the current workspace can be exported into one batch file.

Table and Graph — Table of tie-line, invariant reaction, isothermal lines, and T, curve
are now automatically created in Pandat 7. An editable “worksheet” table is added.
Graph “Plot Setup” has been merged with Graph “Configure”. Graph can be saved as
different types of files such as “BMP”, “EPS”, “|PG” and “WMF”. “Expand/Collapse Tree
Nodes” function is added for easy access of the calculation results through the left panel

tree nodes in user interface.

Other improvements include miscibility gap calculation, graphic interface, bug fixing, etc.
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PanOptimizer

PanOptimizer is a C/C++ software
package for evaluating thermody-
namic, kinetic and thermo-physical
model parameters based on ex-
perimental measurements. It is
seamlessly integrated into Pandat
as a specific module, which allows
user to do real time calculation
based on the instantly-obtained
optimized parameters and make
comparisons between the calcu-
lated values and the experimental
data. A set of windows-based
graphical user interfaces are delib-
erately designed for convenient
input of the experimental data and
automatic tracking of the optimiza-

tion progress.

PanOptimizer is not only powerful
for advanced users but also con-
venient for beginners. Two types
of optimization process were im-
plemented in PanOptimizer: rough

search and normal optimization.

Rough search is used to obtain a
rough topology of a phase diagram
based on the given experimental
data. It is useful for quickly estima-
tion of the initial values of the
model parameters at the beginning
stage of the optimization proce-

dure.

Normal optimization is used to
obtain the best set of model pa-
rameters that can produce the

best fit of experimental data.
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Al-Zn phase diagram after normal optimization

Red denotes tie lines and green denotes the invariant reactions for experimental data
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Calculation of Metal-Gas systems

Customized
Training

CompuTherm also pro-
vides customized training
program of your interest.
if you have such a demand
please contact us at

www.computherm.com

Make your

Suggestions

CompuTherm honors the
suggestions from custom-
ers on how to improve
products. Please send your
suggestions to

info@computherm.com

Pandat 7 has implemented the
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New updates of PanNi

Three new elements, Pt, Ru and Ir, were added to PanNi, with thermodynamic de-
scriptions developed for the following key binaries and ternaries: Ni-Pt, Al-Pt, Cr-Pt, Ni-

Al-Pt, Ni-Ru, Al-Ru, Cr-Ru, Ni-Al-Ru, Ni-Cr-Ru, Ni-Ir, Al-lr, and Ni-Al-Ir.
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New updates of PanMg

A new element, Sn, was added to the database. The following 23 binaries and 13 ter-

naries were either newly developed or improved.

Ag-Ce, Ag-Sn, Al-Mn, Al-Sn, Al-Sr, Ca-Ce, Ca-Mg, Ca-Sn, Ca-Zr, Ce-Sr, Cu-Sn, Fe-Sn,
Li-Sn, Mg-Mn, Mg-Sn, Mg-Sr, Mn-Sn, Mn-Sr, Si-Sn, Sn-Zn, Sn-Zr, Y-Zn, Zn-Zr

Al-Ca-Li, Al-Ca-Mg, Al-Mg-Mn, Al-Mg-Sn, Al-Mg-Sr, Al-Sn-Zn, Ca-Ce-Mg, Ca-Mg-Sn, Ca-
Mg-Sr, Ca-Mg-Zn, Cu-Sn-Zn, Mg-Si-Sn, Mg-Y-Zn

EVENTS

Exhibits
MS&T 2007, September 16~20, 2007, Detroit, Michigan, USA
TMS Annual Meeting 2008, March 9~13, 2008, New Orleans, Louisiana, USA

Training Classes

Pandat and Thermodynamic databases, November [5~16, 2007, Shanghai, CHINA
Pandat and Thermodynamic databases, March 8, 2008, New Orleans, Louisiana, USA

Please contact us for more information.
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CompuTherm LLC

Please contact us for
more information on the

new release.

Global Head Office
437 S. Yellowstone Dr.,
Suite 217

Madison, WI 53719
USA

Phone: (1)608-274-1414
Fax: (1)608-274-6045

E-mail: info@computherm.com

Web: www.computherm.com

China Agent
CnTech Co,, LTD

Unit A. | Ith Floor, Bldg. 2
Huayuan Mansion, No. 3500
Kaixuan Road, Shanghai, 200030

Phone: (86)21-6439-1516
Fax: (86)21-6439-1506
E-mail: info@cntech.com.cn

Woeb: www.cntech.com.cn

Japan Agent

Materials Design Technology
Co,, LTD

2-5 Odenmacho, Nihonbashi,
Chuo-Ku, Tokyo 103-001 |

Phone: (81)3-3660-5080

Fax: (81)3-3660-5330

E-mail: info@materials-
design.co.jp

Web: www.materials-

design.co.jp

Korea Agent
ExpressLab Co., Ltd.

1006 Pantheon Regency Bldg. 27
Jeongja-dong,

Bundang-gu, Seongnam-si,
Gyeonggi-do 463-957

Phone : +82-31-785-7095
Fax : +82-31-785-7091
E-mail: info@expressslab.co.kr

Web: www.expresslab.co.kr




