Cal cul ating el ectrostatic conponent of solvation energy with Gaussi an snooth
dielectric function
(Not applicable to Del phi's MPI version)

How to run:
Check that you have all the input files: 1brs.pdb, anber.crg, anber.siz,
param gaussi an. prm

To run it, type

<path>/delphi param_gaussian.prm > gaussian.log

Press enter key, you should get the results.

*Note: <path> is the full path where the del phi executable is | ocated.

Det ai | s:

Wthout the Gaussian option, Del Phi treats the bionol ecul e-water systemas a
two-dielectric system a low dielectric constant within the nol ecule and a hi gh
dielectric constant in the water. Wen using the Gaussian method, Del Phi treats
t he bi onol ecul e-water system as an i nhonogeneous system which is physically
nmore reasonable. To use the Gaussian option, three flags are needed in the
paraneter file:

gaussi an=1
srfcut=20
si gnma=0.9

GAUSSI AN:  gaussi an=1 indicates that the Gaussian snmooth dielectric nethod is
sel ected. gaussian=0 is for the traditional honbgenous nethod. Default val ue of
gaussian is 0.

SIGVA: Sigma is the value of the variance of Gaussian distribution:

For exanpl e: sigm=2.0.

SRFCUT: When cal cul ati ng the sol vati on energy using Gaussi an snooth nethod, a
cutoff of dielectric value is needed to determ ne the border between protein and
wat er phases.

SRFCUT is used to specify this cutoff.

For exanpl e: srfcut=20.0.

Be aware that the solvation energy cal cul ated usi ng Gaussi an nodel can NOT be
conbi ned with the Coul onbi c energy cal cul ated i n honbgeneous nodel .

GAUSSI AN, SI GVA and SRFCUT are options for Gaussian snooth nethod, nore detailed
information can be found in the paper bel ow

L. Li, C Li, Z Zhang, E. Alexov, ,AlOn the Dielectric Constant of Proteins:
Smooth Dielectric Function for Macronol ecul ar Modeling and its Inplementation in
Del Phi, A, J. Chem Theory Conput. 2013 Apr 9; 9(4): 2126-2136.

The result cal culated by Del Phi is shown bel ow

Energy> Total grid energy : 32580. 86 kT
Energy> Corrected reaction field energy : - 3583. 05 kT



