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Wednesday morning — I

• Profiling of code

• Example of a water molecule in a DZP basis set (41 basis functions)
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Profiling

Look where your program consumes ressources
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Profiling



Profiling

But where is the effort spent?

• Compile source with -g option for inserting debugging labels

• Compile source with -pg option for inserting profiling labels

• run your program

• slows code down significantly
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Profiling

But where is the effort spent?

• program run produces a gmon.out file

• Analyze the gmon.out file with gprof



Profiling

• Alternative: perf record your program does the same job without

specific compiler options

• Analyze result with perf report



Profiling

Look into the source of the program



Profiling

The source code



Profiling

Another one – a Full CI code

The problem is in the routine bld aindx mpq



Profiling

Another one – a Full CI code

The problem is in the routine bld aindx mpq



Profiling

Another one – a Full CI code

What is going on here? We search in a list step by step!



Profiling

Another one – a Full CI code

Replaced by a bisection
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