
Gaussian optimised structures

3D Fields

Gaussian log file
.log

Gaussian 
checkpoint file

.chk

Gaussian formatted 
checkpoint File

.fchk

formchk 
{.chk} 
{.fchk}

AnteChamber files
(bond type, atom type, 

equivalence information)
*.ac
*.ac0

ATOMTYPE.INF

antechamber 
-i {.log} -fi gout
-o {.ac} -fo ac

Gaussian input file
.com

with keywords
iop(6/50=1) 

pop={sampling scheme}
append output filename at the 

end following a blank line

Gaussview: 
Create new Gaussian input

Sampled points 
of the ESP
.esp

g09 {.com}

Gaussian cube file 
(containing uniformly 
and densely sampled 

ESP points)
.cub

cubegen
{no. processors}
potential=scf
{.fchk} {.cub}

{no. points on one axis}

RESP fitting 
input settings
.respin1
.respin2

(two stages)

respgen -i {.ac} 
        -o {.respin1} -f resp1
respgen -i {.ac} 
        -o {.respin2} -f resp2

RESP fitted charges
.txt

(whitespace-
delimited list of 

charges)

g09 {.com}g09 {.com}

run_two-stage_resp.py
{.esp} -o {.txt}

(run run_two-stage_resp.py -h 
for detailed instructions)

ESP reproduced from 
generated charges

.cub

rep_esp.py
list {.txt}

{.cub} -o {.cub}

ESP errors
.cub

(1.cub subtracted by 
2.cub)

field_diff.py
{1.cub} {2.cub}
-o {.cub}

2D or 3D visualisations
powered by Matplotlib

python3 {/path/to/repESP}/scripts/fit_points.py
(run the above with the -h  flag for detailed instructions)

NOTE: this requires the python3 command due to a bug in repESP
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