-----Minimization-1

guanine.2% less min1a.in

Minimization solvates with cartesian restriantes for the solute

 &cntrl

   imin=1, ncyc=250, maxcyc=1000, ntpr=5,

 &end

Group input for restrained atoms

10.0

RES 1 214 

END

END

-----Minimization-2

guanine.3% less min1b.in

Energy minimization run 1a

 &cntrl

  imin=1, ncyc=250, maxcyc=1000, ntpr=5,

 &end

-----Equilibration-1

guanine.4% less 1md.in

Initial molecular dynamic run 1: heating up the system, equilibration stage  1:

 &cntrl                                                                        

   imin=0,  irest=0, ntx=1,                                                    

   ntt=1, tempi=0.0, temp0=300.0,  tautp=2, ig=209858,                         

   ntp=0,                                                                      

   ntb=1,  ntc=2,  ntf=2,                                                      

   nstlim=50000, dt=0.002,                                                     

   ntwr=5000,  ntwx=5000, ntpr=500,                                            

 &end                              

------Equilibration-2

guanine.5% less 2md.in

Initial molrcular dynamic run 2: constant pressure   constant temperature equilibration stage 2

 &cntrl 

  nstlim=50000, dt=0.002, ntx=5, irest=1, ntpr=500, ntwr=5000, ntwx=5000,

  temp0=300.0, ntt=1, tautp=2.0,

  ntb=2, ntp=1,

  ntc=2, ntf=2,

  nrespa=1,

 &end

-----Production MD 

guanine.6% less md1a.in

Initial molecular dynamic  production run 1: constant pressure  constant temp

 &cntrl

  nstlim=500000, dt=0.002, ntx=5, irest=1, ntpr=500, ntwr=5000, ntwx=5000,

  temp0=300.0, ntt=1, tautp=2.0,

  ntb=2, ntp=1,

  ntc=2, ntf=2,

  nrespa=1,

 &end

(END) 

[image: image1.emf]RMSD under pH 7.0 and 2.0
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