EERDEX Program 4 cont3d.exe

2010-1-26 H.M.

MEM f##r» PRIMA #3217 — 3WTREFEBE7 74/ OAD.pri
— VESTA CT3W%Er — ZEHErbHkD

LU, BFEED 2RITHHWIELIRILT —F 2 HERW 2N &b D, TORT,
VESTA ® 7 7 A )V A = =2 —7/ 5 Export Data — General volumetric data 3d— OA[.3ed
1

C:¥usr¥work¥cont3d. exe
Cont3d, 2010, Jan.25, csv-out
This program gives 2-dim. array of electron(nuclear) density data

ROk i Toa: = AN TR )
Lk 1,2,3 THRET D,
**% tentatively d ize limit: 0- REM@S - OfE TR

y data size limit: 0-128 LT SEF—ADE=A
Input original density file *.3ed =DEM00125. 3ed — RS,

Read title=DEM020100125 NaNO2 at 296K by FONDER Dec. 2007

Lattice constants= 3.57510 5.43260 5.58440 90.00000 90.00 700000
pixcel numbers= 21 31 33

Read density number= 21483 T (Wl 2 x, Thzy, KEEziHE
Now data is loading. Wait for a moment! L, ©7EAAETH Y DA fEET
Output file is compatible to GraphR csv—format Do ANBITIFEIAIZ10 26 10D 1E, y

FENZIE 0 725 30 @ 31 4T, z HFIANZIZ 0
N 32 @ 33 Fl, bbb NSO
x=10/20=0.5, 0 =y =< 30/30=1, 0 <z <
32/32=1 OFFAEHII L T\ 5,

If c—cut, then a-vertical, b—horizontal.
Select cut plane 3=c—cut, 2=b-cut, l=a—cut ?=1
Output file name ?=Demo0125. csv

Cut plane=x, vertical=y, horizontal=z

input x, y & z range as 10,11,0, 15,0, 16 ?=10, 10, 0, 30, 0, 32

LB TTFRTCRLEEGBAANTHY, W77 A NVE 7 BV TRETLE, ROX D72
SERANT B L. S0 2T — X AN U, 1 RETF— 4 LA,

BES . OAO.3ed 121 1PE15.6 ® FORMAT TR FHBENENNTNDEN, 22 UETA
LT F8.2 » FORMAT TEXH L TW\W5,

MEMT 20X30X32 ZE|Catf Lz BT, BEAMOFAZE0,0,0), A5 RALE %
(20,30,32)D pixcel & L TWBHDT, T —H#Ek(pixcel numbers) iX 21X31X33 & 7%,

FH31
FH28
zgﬁﬁ m30-100
F5119 = G080
FH16

FH13 = 40-60
F5110 = 20-40
HRHT

E mO-20
FH1
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