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ADVANCED PHYSICAL CHEMISTRY (1II)
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This course will begin with the concept of the statistics leading to the
boltzman's distribution of the molecular system to allow considering the
thermodynamics properties of the equilibrium system, In addition, the single
molecular partition function will be used to develope the group of molecular
partition function, Finally, we will apply this molecular partition to analyze
the elements within the fundamental statistical dynamics system.
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First to establsih the ability
to deal with the statistic
calculation, then to establish
the ability to understand the
concept of microscopic
picture of quntum system,
finally to establish the abilty
to understand the
macroscopic picture of
thermodynamics system.
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Help student to establish the
basic concept of statistical
thermodynamics, In addition,
enable student to carry out
the molecular dynamics
simulation on solid material
surface reaction dynamics and
corresponding vibrational
dynamics,
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g poHpA=2E n % (Subject/Topics) =
1 12:;2;;;? The distribution of molecular states (1)
2 12:;22;?? The distribution of molecular states (2)
3 12:;22;?3~ The distribution of molecular states (3)
4 12:;222? The internal energy and the entropy (1)
5 12:;22;;? The internal energy and the entropy (2)
6 12:;22;;? The internal energy and the entropy (3)
7 12:;21;2? The canonical partition function (1)

8 12:;21;?? The canonical partition function (2)

9 12:;21;;? The canonical partition function (3)

10 12:;21;;? The thernodynamic functions
11 12:;2:?? The molecular partition function
12 12:;22;?? ChemForcast Interface




13 12:;222? SIESTA input preparation
a7 ""| RUN SIESTA Program
15 12:;22%? SIESTA results and discussion
16 12:;232? Problem solving usinf SIESTA
17 12:;251? Problem solving using SIESTA
18 12:;23;? Present calculated results
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Physical Chemistry: A molecular approach DonaldA., Mcquarrie and John D,
Simon
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