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AlfaFlow

gpcsh alfas cyl

*hkhkkkhkhkhkkhhhkkhhkhdhkhhhhdhddhhdhhkhhdhhhixx

LR alfas command start R
KAAAKRA A KNI A A I A d A h A hkdhkdkdhhhhdhkhkhhhhdxkx
> Data type.
TEMPERATURE
PRESSURE
VELOCITY-U
VELOCITY-V
VELOCITY-W

Coordinate :
Grid points (i,j,k):
Number of the steps :

Coordinate output. 80000
Data output.
: 100.0
: 200.0
300.0
400.0
500.0
*** alfas end ***

cyl.OUTSFF)

gpesh vis cyl flow




Gaussian

gpcsh g98cut C2H4.out 5.6.7.8

*** g98cut start ***

Parameter of MOPLOT.

C2H4.out)

gpcsh moview C2H4

khkkkkkkhkkhkkkhkkhkkhkkkkhkkkhkkhkhkkkkkkkkx

* moview start *
KhhkhkAhkhhkdhkhkdhkdhhhhhhhkdhhkhhdhhhihix

> Input File make. <- C2H4.input,
C2H4 MO,
C2H4.step
MO_Number
MO_Number
MO_Number
MO_Number

# Plane=(3D, Distance=0.0)
A0=14

M0=14

Dtype=5D

Density=(off, HOMO=8)
MO_File=C2H4.MO
MO_Range=(5 5)

executed.
executed.
moplot  executed.
moplot  executed.
> Network File make.
> AVS Express start.

moplot
moplot

**% g98cut  end ***

(ex.001.data ex1.003.data)

X Y Z U v W P
-4.420E+00 -4.000E+00 2.500E-01 1.004E+00 -8.092E-02 1.359E-02 1.660E-02
-3.260E+00 -4.000E+00 2.500E-01 1.015E+00 1.575E-02 2.334E-02 1.917E-02
-2.430E+00 -4.000E+00 2.500E-01 1.029E+00 -2.178E-02 2.933E-02 1.637E-02

gpcsh avsfldl ex 30 20 10 gpesh vis ex_flow

fortran mode

khkkkkhkkkkkkhkkkkhkkkhkkhkkkhkhkkkhkkhkkhkkkhkhkkhkkkhkkkhkhkkkhkkkkk

* AVS Field Data convert start *
Khkkkhkhkkhkkhkhkhkkhkkhhkhkkhkkhhkhkhhhkhkhhhhkhhhhkkdhhhhhhhhhkhkx

# --- Output file information --

dinl = 30 # dimension of axis 1

dim2 = 20 # dimension of axis 2

dim3 = 10 # dimension of axis 3

nspace= 3 # number of physical coordinates
veclen= 4 # number of components at each point
data = float # native format of gs

field = irregular # field type

--- Qutput step information --
"grid & data" output.
"grid & data" output.
"grid & data" output.

: ex.002.data
ex.003.data
vsfldl

: ex.001.data

1
2
3
a

*x normand ***




Drow Objects
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X read fidd
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FORMAT
Field
Field
ucb test.001.fld, test.002.fld, ...
( ) VisLink
ASCIHI
AVS

& ASCII
avdld avsfldl avsfld2 avsfldm







case.data case.nnn.data

]

case.data case.nnn.data

- ]

case. grid case.nnn. grid case.data case.nnn.data

I b

case. atom case.nnn. atom case.bond case.nnn.bond
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