Options for QGRAD
(in file Q.OPT, can be changed during run)
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{OPTION

variable (usually logicals start with "l")}
MAXSTEP
maxstep

maximum number of optimization steps (integer)


default: -1 … goes forever

del e max
dll


tolerance for energy, if energy goes higher by dll than coordinate step is decreased


default: 0.05 au

force field
filename

file with force field, default FILE.FC
hessian update

lupdate


default: true

cartesian update

lff


Hessian update in Cartesian coordinates, default: true

gaussian input

filename

Default: G98.INP for Gaussian

new charges

lnewcharges


(miscellaneous option for optimization with charges)

dalt

ldalton

working with Dalton (files d.mol, d.dal etc)

SYMMETRY

pp


use symmetry if present, 3 character variable (default:all, possible:'c1 ', 'c2x','c2y','c2z','sxy','szx','syz')

S-TOL

tol


tolerance for symmetry determination, def:0.01

NOSYM

<no option>, switch off symmetry

allRFO
lrfo

Rational function optimization, default: true

qmax

qmax


default: 0.8, maximum step in normal coordinates

checkgrad
lchkg

def:false, check that coordinate step goes along gradient, for individual mode

checktotalgrad
lch2

def:true, check that coordinate step goes along gradient, for total gradient

coordinates
filename


def:G98.OUT, file with coordinates, for Gaussian calculations

CHARGE

lcharges


for case of Gaussian calculation with point charges
gradx
filename


def:G98.OUT, file with gradient, for Gaussian calculations

fixed range

istart iend


integers, which modes are fixed - not optimized, obsolete
modes fixed
N, n1…nN 


list of fixed modes, can be also defined with interval wmin…wmax:

lexc

lexc
TDDFT excited state optimization

wmin

wmin [cm-1]

wmax
wmax [cm-1]

gproject

lprg [t]


Project translations and rotations from gradient

glimit

glim


Convergence limit for gradient norm, def: 0.0001.

s-matrix

filename


File name with s-matrix, def: F.INP

ignore zero
li0

ignore zero frequency modes, def: true

masses
filename


def: FTRY.INP, where to find atomic masses

smatout

lsout


write out S-matrix, def:false.

project

lpr


project translations and rotations, def: true

fixed
npar

ki,atom1…atomknpar, Aknpar, Bknpar
…

knpar,atom1…atomknpar, Aknpar, Bknpar

def: npar=0; number of fixed geometrical parameters, k=2..bond length, k=3…bond angle, k=4…torsion angle, A … value, B … potential barrier, fixation via energy term ~B*(A-A0)2
details: Bouř, P. Collect. Czech. Chem. Commun. 2005, 70, 1315-1340
same
nsame

i1  j1  B1 
…

insame  jnsame  Bnsame

def:0; number of same parameters, B-barrier, similarly as for fixed, if i1 <0 then constant difference 
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