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Nano Olcek seviyesinde malzemelerin ozellikleri
makroskopik olcekten tamamen farklidir.

Malzemenin buyukligli nanometre boyutuna ininice,
bircok 0zel ve yeni kimyasal ve fiziksel 0zellikler
Ozellikler ortaya cikmaktadir.

Bir nanometre icine yan yana ancak 2-3 atom dizilebilir.

Yaklasik 100-1000 atom bir araya gelerek nano
Olceklerde bir nesneyi olusturur.

Nano Olcekte ilgi alani elektron, atom veya molekuldur.
Atomik dinyanin temel yasasi ise Kuvantum Mekanigidir.
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Nano Yapilarin Temsili Resimleri.

Tianshu Li, First Principle Simulations in Nano-science.
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» | Yapisal, Elektronik, Manyetik Ozellikler
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» Nanoteknoloji bilim agirlikli bir mihendislik dahdir.
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» Ozellikleri topak sistemi
blayukligine bagh olarak
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Modelleme |

Different modeling and simulation methods address a range of time and size scales
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Risto Nieminen, The role of modeling and simulation in nanoscience and —technology research

2007.
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Fiziksel 6zelliklerin cogu kuvantum mekanigi
yasalarindan bulunabillir.

"Ab initio”; kelime manasi “baslangictan itibaren”

“Temel ilkeler” yontemleri; baska bir teoriden gelmezler.
Gereken tek bilgi atom numarasidir.

Kuvantum Olcegi. En hassas simulasyon yontemleridir.

Genis Olcekli Hesaplama Yontemleri.
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C. Ozdogan et.al. "The Unusually Stable B100 Fullerene, Structural Transitions in Boron
Nanostructures, and a Comparative Study of «- and v-Boron and Sheets®, J. Phys. Chem. C

2010, 114, 4362.
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M. Atis et al. "Density Functional Study of Physical and Chemical Properties of Nano Size Boron
Clusters: By, (n = 13 — 20)” Chin. J. Chem. Phys 2009, 22, 380.

“Structure and Energetic of B,, (n = 2 — 12) Clusters: Electronic Structure Calculations” Int J

Quantum Chem 2007, 107, 729.
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G. Dereli et al. "Structural stability and energetics of single-walled carbon nanotubes under

uniaxial strain“ 2003, Phys. Rev. B 67, 035416.
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