
Quick Reference Guide - PBS

-  Submitting a job "jobname"
   [youraccount]$ qsub jobname

-  Checking all jobs of a user "usrname"
   [youraccount]$ qstat -u usrname

-  Deleting a job, having a job ID "jobid"
   [youraccount]$ qdel jobid

-  Checking a job status "jobname"
   [youraccount]$ qstat jobname

PBS Script running Q-Chem
#!/bin/tcsh
#PBS -S /bin/tcsh
#PBS -l nodes=4:ppn=2
#PBS -l walltime=72:00:00
#PBS -V
#PBS -o test.log
#PBS -N test    
#PBS -j oe
#
set JOB = "test"
#
cd $PBS_O_WORKDIR
source $MODULESHOME/init/tcsh
module purge
module load modules
module load qchem
setenv ONEEXE -DONEEXE
setenv QCSCRATCH /scratch
setenv QCLOCALSCR $PBSTMPDIR
cat $PBS_NODEFILE | awk '{printf "%s.ccr.buffalo.edu\n",$1}'
        > tmp.$$
setenv PBS_NODEFILE tmp.$$
setenv P4_RSHCOMMAND /usr/bin/rsh
set NPROCS = `cat $PBS_NODEFILE | wc -l`
#
qchem -pbs -np $NPROCS $JOB.in $JOB.out
#

- Use text characters only, do not use
  blank spaces and special characters
  like %, $, ...

- Examples: aminoacid.pbs, dnabase.job, 
  activesite1.sub
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Job Submitting 

#PBS -S /bin/tcsh
#PBS -l nodes=16:ppn=2
#PBS -l walltime=72:00:00
#PBS -m e
#PBS -j oe
#PBS -o test.out
#PBS -N test
#
source $MODULESHOME/init/tcsh
module load amber/8
#
set NP = `cat $PBS_NODEFILE | wc -l`
#
cd $PBS_O_WORKDIR
#
$DO_PARALLEL $AMBERHOME/exe/sander -O -i min.in 
     -o test.min.out  -c test.xyz -p test.top -r test.min.xyz
#

PBS Script running AMBER

Script Names 

- Use two segment names, separated by
  a period. The name of the second segment 
  is limited to maximum three characters



Quick Reference Guide - Input Files

Marek Freindorf
mfrein@buffalo.edu

Q-Chem Input File

$molecule
 0 1
C      -2.413  -0.909  -0.196
C      -1.403  -1.328  -1.026
C      -0.387  -0.416  -1.414
C      -0.422   0.928  -0.952
C      -1.438   1.340  -0.125
C      -2.462   0.434   0.272
H      -3.197  -1.597   0.101
H      -1.375  -2.346  -1.396
H       0.365  -0.725  -2.126
H       0.346   1.622  -1.273
H      -1.479   2.367   0.223
C      -3.572   0.900   1.151
H      -4.292   0.113   1.371
H      -4.103   1.737   0.682
H      -3.179   1.291   2.097
O       0.631  -0.925  -0.599
C       0.363  -1.292   0.744
H      -0.421  -2.048   0.741
H       0.048  -0.434   1.352
H       1.266  -1.716   1.200
H       1.433  -0.327  -0.642
$end

$rem
jobtype                                opt       
exchange                            b3lyp     
basis                                   6-311+G*   
geom_opt_max_cycles       200 
mem_static                         128       
mem_total                           2000      
$end

$opt
CONSTRAINT
stre 3  16  1.4
ENDCONSTRAINT
$end

AMBER Input File

2000 steps of minimization
 &cntrl
    imin=1, ntmin=2, drms=0.03,
    ntb=0, cut=12,
    ntc=1, ntf=1,
    ntpr=100,
    maxcyc=2000,
    ntr=1,
    restraint_wt=500.0,
    restraintmask=':WAT',
 /

(Heating)
100ps dynamics, heating 0-300K
 &cntr
   imin=0, irest=0, ntx=1,
   ntt=1, tempi=0.0, temp0=300.0, tautp=1.0,
   ntc=1, ntf=1, ntb=0, cut=12,
   ivcap=0, fcap=10.0,
   ntwe=200, ntwx=200, ntpr=200,
   nstlim=100000, dt=0.001,
   ntr=1,
   restraint_wt=1.0,
   restraintmask=':Cl-',
 /

 (Dynamics)
100ps dynamics 
 &cntrl
   imin=0, irest=1, ntx=5,
   ntt=1, temp0=300.0, tautp=1.0,
   ntc=1, ntf=1, ntb=0, cut=12,
   ivcap=0, fcap=10.0,
   ntwe=500, ntwx=500, ntpr=500,
   nstlim=100000, dt=0.001,
   ntr=1,
   restraint_wt=1.0,
   restraintmask=':Cl-',
 /

(Minimization)




