25 , 6 Vol. 25,No. 6
2008 11 Chinese Journal o Spectroscopy L aboratory Novenber, 2008

MATLAB X

a a a
( 3 300191)
a( 76 300381)
MATLAB X , M aterials Studio
X ,MATLAB ,M aterials Studio,
10434 13,0722 ‘B : 1004-8138(2008) 06-1287-05

1

X (XRD) ,

, Scherrer
) _ kA
Scherrer ‘D = Boo B
B ) ) D i
, ik , k= 1 075, k=Q 9,
k=1 3—200nm
M aterials Studio
Reflex Reflex Plus Reflex : TREOR90™
D IcvoL 91% ITO™! XRD XRD
M aterials Studio MATLAB , 20, I

XRD , M aterials Studio XRD , . xcd

XRD
2 M aterials Studio

M aterials Studio ACCELRYS PC

, W indow s98 N T U nix L inux

Reflex Reflex-plus
Reflex X ,

: (0) 13821112865; E-mail: zhuozhao@mail nankai edu cn
(1978—), ,
: 2008-08-29; : 2008-09-05



1288 25

M aterials Studio B ruker, Philips, Scintag,
Rugaku XRD Rigaku analytical X -ray, D /max-
2500 . ??7 a . dat
XRD 26, |

26, I M aterials Studio XRD
3
31
:w indow s2000,/2003/xp,M A TLAB R2006a
o1 , 512V B, 20GB
32
MATLAB ,
) C FORTRAN
, - ,
33
26, | XRD , M aterials Studio
xcd
13,229
3 02, 269
xcd :< ? xml version= "1 0" encoding= "latin1"? >
<! DOCTYPE XCD []>
< XCD V ersion= "3 2" NunCharts= "1">
< CHART- D>
<DATA- 2D NumSeries= "2">
< SERIES- 2D U nigueD= "0" Nane= "sample" N umPoints= "6851">
<PONT- D XY= "3,229"/>
xcd , 5 , 5
xrd 2 , 6 , 7
xrd 5 , , ,
M aterials Studio 10 xcd
, , xcd standard xcd, 5
, 6,7 15 , 5 ,
6,7 , 15 ,

MATLAB , ,



6 ‘MATLAB X 1289

34

MA TLAB R2006a test m , standard xcd
test m , , 111 txt new. xcd
fid= fopen (' standard xcd’,’r'); %
InputText- 1= textscan(fid,”% s, 5, 'delmiter’,'/n’); %
Title= InputText- 1{1};
InputText- temp= textscan (fid, % s, 2, "delimiter’,’/n’); % 6,7

InputT ext- end= textscan(fid, % s, 15, 'delimiter’,’/n’); % 15
TextEnd= InputText- end{1};

fclose(fid); %

fid = fopen('111 txt’,'r); % , 111 txt

Inputdat= textscan (fid,’%f, %f', 'delimiter,’ /t'); %

Datadat= cell2nmat (Inputdat); %

[N unRow s,NumCols]= size(Datadat); % ,

N umberss NumRow s

Text6= ['< SERIES- 2D UniqueD = " 0" Nane= " sample” NumPoints= "' int2str
(Numbers) '">"']; % 6

fclose(fid); %

dimw rite("'new. xcd’, ', delimiter’, '’); % new. xcd

=1 % 5

while (I< 6)

dimw rite("new. xcd', Title{l, 1},’- append’, 'delimiter’, ', 'naw line’, ’'pc);

= I+ 1

end

dimw rite("'nev. xcd’, Text6,’- gppend’,’delimiter’, ., newline’, 'pc’); % 6

fid= fopen('nev. xcd',’a); %
=1 %
w hile (I< Numberst+ 1)
fprintf (fid, '%s, "< PONT- 2D XY="");
forintf (fid, "% g, % g’ ,Datadat (1, 1) ,Datadat (1, 2));
fprintf (fid, "% s/n’, *"/> *);
= I+ 1
end
=1 % 15
w hile (I< 16)
dimw rite("new. xcd’, TextEnd{l, 1}, - append’, 'delimiter’, '’, newline’, 'pc’);
= 1+ 1
end
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Application of M ATL AB L anguage in Data Processing
for X-ray D iffraction
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Abstract Data processing program for x-ray diffraction was compiled using MA TLAB
language, by which the data format can be converted and mported to materials studio for the
follow ing powder indexing and powder refinanent The progran is succinct and easily
understandable, which can be used as a reference program in the fomat conversion of other
measured data
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