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The best results can be taken in combination with experiment

Such combination is very beneficial because the number of advantages which
theory brings to research:

The Theory is
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Repeatable  Accurate
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Computational Chemistry Software
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Create Sample

SITE LICENSE PRICES
LICENSES FOR ALL UNIX WORKSTATION VERSIONS

NEW LICENSE

UPGRADE FROM GO3

LICENSES FOR SINGLE COMPUTERS
Single machine license for binary code for first computer

Source code site license (all available UNIX workstation versions) $40,250 $28.,750
Site license for binary code {all requested UNIX workstation versions) $40,250 $28,750
Source code or binary license for 2nd site of same org. in same country $28.750

UPGRADE FROM SAME
ADDITIONAL CHARGE FOR TCP LINDA LICENSE (FOR CLUSTER & LAN PARALLEL EXE(UTIONJ NEW LICENSE LINDA 7 MACHINE TYPE
Each machine type $8.625 $4.600

NEW LICENSE

UPGRADE FROM GO3
$13,800

Each additional computer

$5,750




Theory & Modeling Group at NINT

The Kovalenko Theory and Modeling Group at the National Institute for Nanotechnology is a
multidisciplinary group of scientists developing theory, modeling, and simulation of nanosystems on
multiple length and time scales: from electronic structure and molecular interactions, through statistical-
physical theory,toward modeling of system functioning.
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= Theory and Modeling on Multiple Scales

homa research  paople  publications projects  seminar  Nnks  contact

Dr, ANDRIY KOVALENKO

Growp Leader, Senlor Research Officer at the
National Institute for Nanotechnology

Adjunct Professor in the Department of
Mechanical Engineering ot the University of
Alberta

Electronic
Structure Method Continuum
Effective Medium
Theories

Phene: (7800641-1716
E-malk andny kovalenko@nrc-cnre.grca

Quantum Chemistry

* Ab initio HF » Monte Carlo +GB, PCM, COSMO
* Ab initio KS-DFT » Molecular Mechanics * Energy and mass
* Semi-empirical * Molecular Dynamics / Transport Models

methods of modeling on multiple spacs and tme scales, induding statisncal phvysics and
alectrorne structure thaory. His fows is deyalapment of theoretical mathods able to predict tha
behaviowr of nanasystens, He has proposed a new statistical-mach anical thacey of mobsoular
solyation which beadgas the gap betwean the sladyonic strudiure, atomiste simulations, and
the favel af systam funcuoning . He has appled £ 0o provide resliste descnpton of physical and

http://www.cein.ualberta.ca/research/nint/theory-modeling-group/

Dr, Kovalanrko is a leadng, intamationally recognized axpsrt i thacratcal and computation S‘aﬁs[ical Physlcs ‘eg‘a\ Equation Theoﬁe
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Efficient Model

Academia model T&M Model
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