   Twisted Periodic Boundary Conditions in Tinker
Extra Options in the .key file:
NCROSS ncross N11 N21 ... N1ncross N2ncross


number of bonds crossing PBC and list of the atom pairs
NPERIODIC
Npmin  Npmax



interval of 1D-periodic atoms

PERFI
(

the twist angle

PERCO
c


the damping constant (default c = 0.4)
ICX

icx

the periodic axis (1 = x, 2 = y, 3 = z)

IRWP

irwp (default: irwp=0)

irwp = 0 use distance from central molecule as rotational cutoff


irwp = 1 use radius RWP; (0)
RWP

rwp (0)

rotational cutoff of zone 1 (inner cylinder)
RW2

rw2 (0)

rotational cutoff of zone 2 (outer cylinder); if rw2 = 0 extend zone 3 up to the box walls 
IWCROSS
lwcross (t)

write propagated geometries IWCROSS-times in the rotation axis direction; if negative, then in both directions
ATMOL
iamol (1)

if iamol = 0 use distance from central molecule instead of the inner cylinder 
LSTAY
lstay (t)

keep central molecule where it was at the beginning of the dynamics (otherwise shift its mass cenetr to the center) 

LMOT
lmot (t)

try not to rotate central molecule during MD if compared to the initial state 

LWALL
lwall (t)

prevent molecular crossing of the transition zone front box by harmonic barrier 

FWALL
fwall (10)


harmonic barrier for the transition zone crossing

LWGR
lwgr (f)


write gradient to GRAD.OUT (debug option)

MXST

maxstep0 (100)

max MD step in Å

CENT

 icen (0)

if icen =1, push molecules inside box before minimization
Rem – the angle ( is defined with opposite sign than in MCM95
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