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Figure: the force acting on a nucleus is calculated from cavity surface elements (Si) used in PCM solvent models.
pfadd.f
adds force field term arisen from pressure to force field calculated at p=0, 
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Input: 
FILE.FC
original force field


FILE.OUT 
Gaussian output

Output: FILE.NEW.FC corrected force field

Usage: “pfadd p”, p is pressure in Gp

Input example for FILE.OUT (generated by xinp.f):

%chk=dft.chk                                                                    

%nproc=16                                                                       

%mem=14GB                                                                       

#p B3PW91/6-311++G** sp scrf=(cpcm,solvent=PentanoicAcid) iop(2/11=1)                                   

 Geom=(NoDistance,NoAngle)iop(3/33=2) nosymm 

(molecule specification, Zero geometry)

--link1—

%chk=dft.chk                                                                    

%nproc=16                                                                       

%mem=14GB                                                                       

#p B3PW91/6-311++G** sp scrf=(cpcm,solvent=PentanoicAcid) iop(2/11=1)                                   

 Geom=(NoDistance,NoAngle)iop(3/33=2) nosymm guess=checkpoint

(molecule specification at X1+()

...

(molecule specification at Y1+()

...

(molecule specification at ZN+()

...

(molecule specification at X1-()

...

(molecule specification at Y1-()

...

(molecule specification at ZN-()
Advance mode usage:

“pfadd p c”, p is pressure in Gp, c is arbitrary “soft solvent” constant, needs to be chosen empirically
pfix.f
Input: FILE.X
geometry


FILE.FC
force field


G98.OUT 
Gaussian output with gradient

Output: NEWFILE.X

GN.OUT
Gaussian output with gradient corrected for pressure

Usage: “pfix <p/Gp>”

Optimizing in normal modes under pressure, example:

 g16 G98.INP G98.OUT

 gar9 G98.OUT

 new1

 new2 0 0 y

 pfix 1

 mv GN.OUT G98.OUT

 qgrad

 while [ -f "INP.NEW" ]; do

  mv INP.NEW G98.INP

  cp G98.OUT G98.OUT.last

  g16 G98.INP G98.OUT

  gar9 G98.OUT

  pfix 1

  mv GN.OUT G98.OUT

  qgrad

 done
Example of calculation:
fay.uochb.cas.cz: /scratch/bour/popt
gfix.f
Simplified version of pfix.f, only reads gradient and adds the pressure term.

Input: 
G98.OUT 
Gaussian output with gradient

Output: GN.OUT
Gaussian output with gradient corrected for pressure
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