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Has the corresponding differential rate equations
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Let   the intial conditions be CA=1.   , Cb=0.   , CC=0.   and the rate constants

k1=0.10/s      , k2= 0.025/s.

The equations are solved using a finite difference approximation.

      ca1=ca0+dt*(-k1*ca0)

      cb1=cb0+dt*(-k2*cb0+k1*ca0)

      cc1=cc0+dt*(k2*cb0)
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FORTRAN CODE

c Chemical kinetics part 1 Refrence Kenneth a connors cemical kinetics

c   VCH Publishers page 66

      real k1,k2

      data ca0 , cb0,cc0/ 1.,0.,0./

      data k1,k2 /0.1, .025/

      tscale = amin1(k1,k2)

      dt=tscale/50.

c      tfinal= 5.*amax1(k1,k2)

      tfinal=60.

      nstep=int(tfinal/dt)

      kp=int(float(nstep)/50.)

      kount=kp

      print*,'dt,nstep=',dt,nstep

      print 100, 0., ca0,cb0,cc0

      do 10 i =1,nstep

      t=dt*float(i)

      ca1=ca0+dt*(-k1*ca0)

      cb1=cb0+dt*(-k2*cb0+k1*ca0)

      cc1=cc0+dt*(k2*cb0)

      if(i.eq.kount)then

      print 100,t, ca1,cb1,cc1

      kount=kount+kp

      endif

      ca0=ca1

      cb0=cb1

      cc0=cc1

10    continue

100   format(1x,'t,ca,cb,cc=',4(3x,e10.3))

      stop

      end

