Sincalc Wed Jul 18 1525 2001

       0        0


Ndate
NUM
(prob. Redundant)

 1 0 0 0 0 0 0 0

flags:

1. 0=regular starting mesh, 1=random mesh

2. 0=no overlayer, 1=amorphous overlayer

3. 0=Moliere potential, 1=Biersack

4. 0=shadowing only, 1= shadowing and blocking

5. 0=isotropic vibrations, 1=non-isotropic vibrations

6. 0=uncorrelated vibrations, 1=correlated vibrations

7. 0=unconnected in and out going tracks, 1=connected tracks

8. 0=single calculation, 1=multimodel
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N at
N el
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+1
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N

array dimensions - not needed

 16   32.060


A
Z element 1

 28   58.710


A 
Z element 2

  0    0.000


cov.
type
(for overlayer)

   0.000    0.000


coeff.
distance
(for correlated vibrations)


X
Y
Z
Gx
Gy
Gz
x
y
z
el type

   1.246    1.762    0.000   2   2   1    0.160    0.160    0.160 1

   3.738    5.286    0.000   4   4   1    0.160    0.160    0.160 1

   2.492    0.000    0.900   3   1   2    0.160    0.160    0.160 2

   2.492    3.524    0.900   3   3   2    0.160    0.160    0.160 2

   0.000    0.000    0.900   1   1   2    0.160    0.160    0.160 2

   0.000    3.524    0.900   1   3   2    0.160    0.160    0.160 2

   3.738    5.286    2.200   4   4   3    0.120    0.120    0.120 2

   1.246    1.762    2.200   2   2   3    0.120    0.120    0.120 2

   1.246    5.286    2.400   2   4   3    0.120    0.120    0.120 2

   3.738    1.762    2.400   4   2   3    0.120    0.120    0.120 2

   2.492    0.000    3.546   3   1   4    0.070    0.070    0.070 2

   2.492    3.524    3.546   3   3   4    0.070    0.070    0.070 2

   0.000    0.000    3.546   1   1   4    0.070    0.070    0.070 2

   0.000    3.524    3.546   1   3   4    0.070    0.070    0.070 2

   3.738    1.762    4.792   4   2   5    0.070    0.070    0.070 2

   3.738    5.286    4.792   4   4   5    0.070    0.070    0.070 2

   1.246    1.762    4.792   2   2   5    0.070    0.070    0.070 2

   1.246    5.286    4.792   2   4   5    0.070    0.070    0.070 2


X
Y
Z
Gx
Gy
Gz
x
y
z
el type

   4.984    7.048


X repeat
Y repeat

   0.000   1.246   2.492   3.738

   0.000   1.762   3.524   5.286

   0.000   0.900   2.300   3.546   4.792   6.038   7.284   8.530   9.776

X, Y and Z group boundaries

  54.740   30.000   63.000    0.200    4.000


azimuth
polar
start
step
atoms per layer

  1    1.008  100.000 100000.000 25000.000


beam
beam
beam
shadowing
blocking


Z
A
energy
flux
flux

