Calculating the solvation energy of a protein
How to run:
Check that you have all the input files: 1brs.pdb, amber.crg, amber.siz, param.txt
To run it, type: 
<path>/delphi param.txt > log.txt
Press enter key, you should get the results.
Output files: log.txt phimap.txt
*Note: <path> is the folder where you put delphi executable file


Details after the run: 
This example is used to calculate the electrostatic component of solvation energy of a protein. For other molecules such as DNA, RNA, etc, the method is similar.
1brs.pdb is the file which contains the coordinate information of a barnase protein. amber.crg and amber.siz files contain the charge and size information, respectively.
After the run, in log file you will see the result shown as below:
[bookmark: _GoBack] Energy> Total grid energy                             :     61487.08 kT
 Energy> Corrected reaction field energy               :     -1005.07 kT
 Energy> Coulombic energy                              :    -28450.24 kT
 Energy> All required energy terms but grid energy     :    -29455.31 kT
Where “Corrected reaction field energy” is the electrostatic component of solvation energy for this protein.  “All required energy terms” is the sum of “corrected reaction field energy” and “Coulombic” energy, thus representing total electrostatic energy of the protein. 
A phimap.txt file will be generated, which is the electrostatic potential file and can be visualized by various visualization software, such as Chimera, VMD, etc.

