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You are asked to solve one of the attached molecular simulation problems.   

 

Each student will submit one report.  The report should discuss and explain the problem 

formulation, the flow of calculations (logical diagram), the computations conducted, the 

results obtained (tables diagrams, estimation of errors), and the conclusions derived.  

 

FORTRAN codes for the solution of the problems and example input files can be found 

within the directories molsim_CH4_MD_2026 and molsim_Gibbs_MC_2026, which are 

available in compressed form through the following link:  

 

http://comse.chemeng.ntua.gr/data/molsim2026.zip 

 

password: m0ls1m2026 (the second character is zero – the fifth is one) 

 

You can solve the problem of your choice on any computer platform available to you. 

Installation and use of the Intel Fortran Compiler, which is freely available to NTUA 

students under the Windows and Linux operating systems, is recommended.  Installing 

this compiler presupposes that the Microsoft Visual Studio computational environment 

has already been installed on your system. This environment is also provided free to 

NTUA students.  Instructions for downloading and installing Microsoft Visual Studio and 

the Intel Fortran Compiler (Intel Parallel Studio XE), along with details concerning the 

creation, compilation, and execution of a Fortran program are available in the file  

Visual_Studio_Fortran_Installation_Guide.pdf, which is accessible through the link 

provided above. 
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