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STATUS OF CALCULTION

Type of screening function : default = 1 (MEAM92) i1

J—)rlrrlff E‘ or (fﬂgELTHPF Type of rho expansion : default = 0 (MEAM92) : 0

Parameter File Name : default = "meamPF" (MEAM92) :meamPF

Many: commentSuncilded::. MENU

: Total energy calculation

: Energetics in uniform dilation&compression

: Make scalable position data file for enegetics

: Rose energy calculation vs distance

: Argument of F(rho) in equilibrium states

: Distribution of rho as a fuction of distance

: Check of calculation process 2 (above)

: Energy v.s. x,y,z deviation of a atom

: Energy v.s. 1,2,3 deviation of a atom

10 : Reconstruction calculation

11 : Param.convert from "meamf"” to "meamPF.*"(plan)
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| file format (SFtypes)
fJOfHJELJ format
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+0.00E+000 +0.00E+000 +0.00E+000! Si

+2.35E-010 +0.00E+000 +0.00E+000 Si ’I 12 : ...not defined vet ...
+0.50E-010 +2.04E-010 +0.00E+000 Si A : Change screening function
+0.50E-010 +6.78E-011 +1.92E-010 Si B : Change expansion function of rho
. C : Change MEAM Parameter File
— Format for reconstruction Q : Quit

— SPD format Input 1,2,3,..., or Q
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STATUS OF CALCULTION

Type of rho expansion
Parameter File Name

MENU

: Total energy calculation
: Energetics in uniform dilation&compression
: Make scalable position data file for enegetics
: Rose energy calculation vs distance

: Argument of F(rho) in equilibrium states

: Distribution of rho as a fuction of distance

: Check of calculation process 2 (above)

: Energy v.s. x,y,z deviation of a atom

: Energy v.s. 1,2,3 deviation of a atom
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: Reconstruction calculation <=

: Param.convert from "meamf" to "meamPF.*"(plan)
...not defined yet ...

: Change screening function

: Change expansion function of rho

C : Change MEAM Parameter File

Q : Quit

Input 1,2,3,..., or Q
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Data file format (3 type)
normal format

+0.00E- +0.00E+000  +0.00E+000 Si
+2.35E-0 +0.00E+000  +0.00E+000  Si
+2.04E-010 +0.00E+000  Si
+6.78E-011 +1.92E-010 Si

atoms in a diamond structure

C The nearest neighbour distance is 1 (normalized)
+0.00E+00 +0.00E+00 +0.00E+00
+0.00E+00 +0.00E+00 +1.00E+00
+9.43E-01 +0.00E+00 -3.33E-01

-4.71E-01 +8.16E-01 -3.33E-01
-4.71E-01 -8.16E-01 -3.33E-01
Format for reconstruction
ex.)

C <four Si atoms for reconstruction calculation>

C Starting with "C","%","c",and"#" mean being comment.
1 (0) H#PE¥meamPFE.YG

+0.00E+000° +0.00E+000  +0.00E+000 Si-71
+2.35E-010  +0.00E+000  +0.00E+000 Si-11
+0.50E-010 +2.06E-010 +0.00E+000 Si 01
+0.50E-010 +6.78E-011 +1.92E-010 Siol



Example 1 Example 2
Try total energy calculation Make a SPD data
ex, Siz, Sis ,,, eX. Siyg. Data file ;Si29.spd
Energetics for dilation
read above SPD data files

ex.)
C "five Si atoms"

+0.00E+000  +0.00E+000  +0.00E+000  Si

+0.00E+000  +0.00E+000  +2.35E-010  Si Graph of the energetics
+2.22E-010  +0.00E+000  -7.83E-011  Si
111E-010  +1.92E-010  -7.83E-011  Si
111E-010  -1.92E-010  -7.83E-011 '

Example 3

Try reconstruction calculation

eX’ Si5 179
- ex.)

C <five Si atoms for reconstruction calculation>

+0.00E+000 +0.00E+000 +0.00E+000 Si
+0.00E+000 +0.00E+000 +2.35E-010 Si
+2.22E-010 +0.00E+000 -7.83E-011 Si
-1.11E-010 +1.92E-010 -7.83E-011 Si
-1.11E-010 -1.92E-010 -7.83E-011 Si

Visualization (Aview, etc...
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Example 4 ( Deformation of C60 )
Visualization

Total energy E,;

I 1 I 1 I 1 I 1 I 1 1
0 01 02 03 04 o )
Strain between top and bottom

| 1 | 1 | 1 | 1
01 02 03 04
Strain between top and bottom




