ASFT

Microsoft Windows XP [Version 5.1.2600]
(C) Copyright 1985-2001 Microsoft Corp.

C:¥xbin> asft « asft asft_exe
* *
* Computer Program ASFT (ver.1.02) *
* for Generating *
* Atomic Scattering Factor Tables *
* *
* By H.Toraya *
* *
Input atomic number and valence state (Input 0, 0 to finish).
Atomic number:

1.H 2.He 3.Li 4.Be 5.B 6.C 7_N 8.0 9.F 10.Ne
11.Na 12.Mg 13.A1 14.Si 15.P 16.S 17.C1 18.Ar 19.K 20.Ca
21.5c 22.Ti 23.V 24.Cr 25.Mn 26.Fe 27.Co 28.Ni 29.Cu 30.Zn
31.Ga 32.Ge 33.As 34.Se 35.Br 36.Kr 37.Rb 38.Sr 39.Y 40.Zr
41.Nb 42.Mo 43.Tc 44.Ru 45.Rh 46.Pd 47.Ag 48.Cd 49.In 50.Sn
51.Sb 52.Te 53.1 54.Xe 55.Cs 56.Ba 57.La 58.Ce 59.Pr 60.Nd
61.Pm 62.Sm 63.Eu 64.Gd 65.Tb 66.Dy 67.Ho 68.Er 69.Tm 70.Yb
71.Lu 72_HF 73.Ta 74.W 75.Re 76.0s 77.1r 78.Pt 79.Au 80.Hg
81.T1 82.Pb 83.Bi 84.Po 85.At 86.Tn 87.Fr 88.Ra 89.Ac 90.Th
91.Pa 92.U 93.Np 94.Pu 95.Am 96.Cm 97.Bk 98.Cf



Valence state:
-2:-2¢ -1l:-e 0:0 1:+e 2:+2e

22,4 ~ Anatase

Ti**

Input atomic number and valence state

Atomic number:

1.H 2.He 3.Li 4.Be 5.B 6.
11.Na 12.Mg 13.A1 14.Si 15.P 16.
21.Sc 22.Ti 23.Vv 24.Cr 25.Mn 26.
31.6a 32.Ge 33.As 34.Se 35.Br 36.
41 Nb 42.Mo 43.Tc 44.Ru 45.Rh 46.
51.Sb 52.Te 53.1 54.Xe 55.Cs 56.
61.Pm 62.Sm 63.Eu 64.Gd 65.Tb 66.
71.Lu 72.HF 73.Ta 74.W 75.Re 76.
81.T1 82.Pb 83.Bi 84.Po 85.At 86.
91.Pa 92.U 93.Np 94.Pu 95.Am 96.

Valence state:
-2:-2¢ -1l:-e 0:0 1:+e 2:+2e

8,-2

0%

- Anatase

3

:+3e

22.Ti

4:+4e

5:+5e

Rutile

4:+4e

6:+6e

1 22 ,411

(Input 0, 0 to finish).

Fe
Kr
Pd
Ba
Dy
Os
Tn
Cm

3

17.
27.
37.
47
57.
67.
77.
87.
97.

:+3e

8.0

-N

cl
Co
Rb

.Ag

La
Ho

Fr
BK

8.
.Ar
28.
38.
48.
58.
68.
78.
88.
98.

-2:-2e

0

Ni
Sr
Cd
Ce
Er
Pt
Ra
cf

tt+4e

9.F
19.K
29.Cu
39.Y
49.1n
59.Pr
69.Tm
79.Au
89.Ac

5:+5e

“ 8, _211

Input atomic number and valence state (lInput 0, 0 to finish).

Atomic number:

1.H 2.He 3.Li 4.Be 5.B 6.
11.Na 12.Mg 13.A1 14.Si 15.P 16.

C
S

7.
17.

N
Cl

8.

0

9.F

18.Ar 19.K

10.
20.
.Zn
Zr

30
40

50.
60.
-Yb
80.

70

90

Ne
Ca

Sn
Nd

Hg

.Th

6:+6e
Rutile

10.
20.Ca

Ne

“ 22 411

1 8 _211



21.Sc 22.Ti 23.V 24.Cr 25.Mn 26.Fe 27.Co 28.Ni 29.Cu 30.Zn
31.Ga 32.Ge 33.As 34.Se 35.Br 36.Kr 37.Rb 38.Sr 39.Y 40.Zr
41 Nb 42.Mo 43.Tc 44.Ru 45.Rh 46.Pd 47.Ag 48.Cd 49.In 50.Sn
51.Sb 52.Te 53.1 54.Xe 55.Cs 56.Ba 57.La 58.Ce 59.Pr 60.Nd
61.Pm 62.Sm 63.Eu 64.Gd 65.Tb 66.Dy 67.Ho 68.Er 69.Tm 70.Yb
71.Lu 72.HF 73.Ta 74.W 75.Re 76.0s 77.lr 78.Pt 79.Au 80.Hg
81.T1 82.Pb 83.Bi 84.Po 85.At 86.Tn 87.Fr 88.Ra 89.Ac 90.Th
91.Pa 92.U 93.Np 94.Pu 95.Am 96.Cm 97.Bk 98.Cf

Valence state:
-2:-2¢ -1:-e 0:0 1:+e 2:+2e 3:+3e 4:+4e 5:+be 6:+6e
g,g - “ 0 , O” 113 O 011

For dipersion corrections, input number.

0: non appl., 1:Cu, 2:Cr, 3:Fe, 4:Mo, 5:Ag.
1 ~ CuKa 1

Filename for print output = /tmp/asft
Filename for table output = /tmp/ftable
N
ASFT ¥tmpYasft (ZD7 7 A /MIFILEFIZH Y FHEA) &7

ASFT Ytmp¥ftable (Z

Before starting computer program ATOMS or PFLS,
you need to change "/tmp/ftable"™ to "ftable.d".
Stop - Program terminated.

N

PFLS ATOMS
¥tmp T4 L7 FY (BAWF¥tmp 7 E EHES) 1[THD ftable &
ftable.d dat d




ftable.d PFLS  ATOMS

¥YXBIN) ~B#) (harWFar—) LTLEEN,

c:¥xbin>



