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Rank Program
1 VASP

2 GAUSSIAN

3 Material Studio

4 MOLPRO

5 NWChem

Top 5 most used programs on CAS 
supercomputer.

Consumes 20% of total CPU hours.
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No. Molecule No. of atoms No. of basis functions
1 Caffeine 24 146
2 Cocaine 43 240
3 Protein 1 71 408
4 Taxol 110 647
5 Protein 2 145 815
6 Valinomycin 168 882
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Recursive method vs expanded method

Recursive Func. Time[s] Expanded Func. Tims[s] Speedup
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Performance for different angular momentum
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Interpolation Series
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