dodc.f
Makes dipoles (DC.SC) for the dc.f (or dc_psi.f) dipole coupling program.
	
	dodc.f


	dodcg.fa

	dodcg1.fa

	dodcg2.fa


	input
	FILE.X

DODC.CON
	G.OUT (Gaussian)

tinker.xyz

DODC.CON
	G.OUT (Gaussian or Turbomole)

polymer.x=BIG.X

DODC.CON
	G.OUT (Gaussian or Turbomole)

or F.INP

polymer.x=BIG.X

DODC.CON

	output
	DC.SC
	DC.SC
	DC.SC
	DC.SC

	
	
	
	
	


a enables MD-oriented adjustment of dipoles
	
	dodcgn.f


	

	input
	G.OUT (Gaussian or Turbomole)

or F.INP

BIG.X

DODCN.CON

FILE.Q.TTT
	

	output
	DC.SC
	

	
	
	


DODCN.CON in dodcgn.f:
p

p = g or t or f (gaussian or turbomole output or F.INP)

ivel imag
imag=1... magnetic moments added, ivel=1 velocity forms used

nmol

number of groups
fn1

filenames with atom numbers...

fnnmol
gn1

filenames with dipoles
...

gnnmol
imin1 imax1
ranges of transitions
...

iminnmol imaxnmox
nc i1 ... inc
number of atoms and list
w1 ... wnc
weights of atoms 

in each fni:
N

number of transitions
nc1 i1,1 ... i1,nc
number of atoms and list

...
nc iN,1 ... iN,nc
number of atoms and list
Example
nmaall.out


transferred on


BIG.X:

[image: image1]                     
[image: image2]
DODCN.CON:

g use gaussian

0 0 do not use velocity electric and magnetic dipoles

1 one source group

d.txt

nmaall.out

1 2160 transition range

4 11 7 5 6

1.0 1.0 1.0 1.
d.txt:

2

4 11  7  5  6

4 23 19 17 1
DODC.CON for dodcg2:

prog

p = g or t or f (gaussian or turbomole output or F.INP)

ivel imag
imag=1... magnetic moments added, ivel=1 velocity forms used

nmol

number of source molecules
imin1 imax1
ranges of transitions, 1st mol

(if imin1<0 then number of transitions nt = - imin1 followed by their list n1...nnt)
fn1

filename, 1st molecule 

nc1 i1,1 ... i1,nc
number of atoms and list , 1st molecule

w1 ... wnc
weights of atoms , 1st molecule

<filename>
list of atoms in BIG.X, 1st molecule

<empty line>
1st molecule
...

iminnmol imaxnmox
ranges of transitions, last molecule
fnnmol

filename, last mols
ncnmol

number of chromophore atoms , last molecule
nc iN,1 ... iN,nc
number of atoms and list, last molecule
w1 ... wnc
weights of atoms , last molecule
<filename>
list of atoms in BIG.X, last molecule
<empty line> 
last molecule
Example of DODC.CON with F.INP:

F

1 0    no velocity, magnetic moments skipped|||  To dodcg.f *****

1  = ng, number of source molecules

8 8  interval of transition taken in F.INP   SECOND MOLECULE

nmadft/F.INP

4 9 3 4 10 2 1 3 4 : four chromophore atoms O=CNH

1 1 0 0 weight factors

1.lst
11





7





5





6





23





19





17





18









































6





5





7





11








PAGE  
3

