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AB3X3 

AB3X3 (A B  
X = S, Se Te), 

AsAg3S3  
(SbAg3S3 -

AB3X3 
A, B X 

 

 
3 3 K 

- 
3 3  

 

  
.  

AB3X3  
AB3X3 

ABX2 
2 (X = 

S, Se Te
-

CuInS2, CuInSe2 CuGaSe2 -
ZnGeP2, AgGaSe2 AgGaTe2). 

ABX2 

A, B X
1  

2 -NaFeO2 2  
2 NaCl; 3  

X S 
A 
B 

Fe Ga In Sn Sb La Ce Pr Nd Pm Sm Eu Gd Tb Dy Bi 
K 1 #2 1 1 #1 1  1 1 1 1 1 1 1 1 #2 

Rb 1  #1 1 1 1   1 1 1 1 1 1 1 #1 
Tl 1 2 #1 #1 #1 #2 2 #2 2 2 2 2     
X Se 
A 
B 

Fe Ga In Sn Sb La Ce Pr Nd Pm Sm Eu Gd Tb Dy Bi 
K #1 #1 1 1 #1  1   1 1 1 1 1 1 #1 

Rb 1 1 1 1 1 1 1   1 1 1 1 1 1 #1 
Ag 2 #2 2  #2 2 2 2 2 2 2 2  2 2 2 
Cs 1 #1 1 1 1 1    1 1 1 1 1 1 #1 
Tl 1 2 #2 #1 #1 2 2 2 2       #2 
X Te 
A 
B 

Fe Ga In Sn Sb La Ce Pr Nd Pm Sm Eu Gd Tb Dy Bi 
Rb 1 1 1 1 1 1 1   1 1 1 1 1 1 1 
Ag 2 #2 #2 2 #2 2 2 2 2 2 2 2 #2 2 2 2 
Cs 1 1 1 1 1 1 1   1 1 1 1 1 1 1 
Tl 1 2 2 #1 #2 #2 2 2 2 2      #2 
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2 4  2 TlSe; 5  
2 6  

2 
.  

AB3X3 
X S Se Te 
A 

B 
Cu Rb Ag Cs Tl Li Na K Tl K Rb Ag Cs Tl 

B 3 #5 3 #5 #5 1 1  4 4 1  1 4 
Al #3  #3  4 #5 #4 #5 #5 #4  #3 4 #4 
Cr #5 #1 #5  #5 2 #1 1  5 5 #5 5 #5 
Fe #3 #5 #3  #5  1 #5 #5 1 1 #3 1 5 
Ga #3 #5 #3 5 #5 5 4 #5 #5 #5  #3  #4 
As #5  #5 5 #5  #5 #5 5 4 5 #2 5  
Y 5 1 #5 5 #1 #1 #1 1 #1  1 #5 1 #1 
In #3 #5 #3 #5 #4 #5 #1 5 #4 #4  #3 4 #4 
Sb #5 #5 2 5 2 2 5 #5 5 4 #5 #2 #5 #1 
La  #1  #1 #6 #5 #1 1 #6 1 1  1 6 
Ce #5 #1  #1 #6 #5 #1 1 #6 1 1  1 #6 
Pr #5 #1  #5  1 #1 1 #1 1 1  1 #1 
Nd #5 #1  #5   #1 1 #1 1 1  1 #1 
Sm #5 #1 #5 #5 #1  #1 1 1 1 1  1 #1 
Gd #5 #1 #5 #5 #1 #1 #1 1 #1 1 1 #5 1 #1 
Tb #5 #1 #5 #5 #1 #1 #1 1 #1  1 5 1 #1 
Yb #5 #1 #5 #5 #1  #1 #1 1 1 1  1  
Bi #5 #1 #1  #1 #2 #2 #2 #2   1  #1 

 

 

ABX2 

-

A, B X  
  = |2 X  A  B i  

-
 

 ZA, ZB, ZX 
 

 
 n = (nA + 

nB + 2nX)/4; 
  
 Iz/Z)A  {6 + 0.1(Iz/Z)C Iz  

 
Eg  

 E  g 
CuAlS2 3.5  
CuGaS2 2.44  
CuInS2 1.5  

CuAlSe2 2.67  
CuGaSe2 1.63  
CuInSe2 0.95  
CuAlTe2 2.06  
CuGaTe2 1.18  
CuInTe2 0.88  
AgAlS2 3.13  
AgGaS2 2.75  
AgAlSe2 2.55  
AgGaSe2 1.65  
AgInSe2 1.24  
AgAlTe2 1.8  
AgGaTe2 1.1  
AgInTe2 0.96  
ZnSiP2 2.07  

ZnSiAs2 2.1  
ZnGeN2 2.9  
ZnGeP2 2.1  

ZnGeAs2 1.16  
ZnSnP2 1.45  

ZnSnAs2 0.74  
ZnSnSb2 0.4  
CdSiP2 2.2  
CdGeP2 1.8  

CdGeAs2 0.53  
CdSnP2 1.16  

CdSnAs2 0.3  
AgInS2 1.9  

CdSiAs2 1.51  
CuFeS2 0.53  
CuFeSe2 0.16  
CuFeTe2 0.1  
LiGaTe2 2.31  
LiInTe2 1.46  
AgFeSe2 0.23  
MgSiP2 2.35  
MnGeP2 0.24  

MnGeAs2 0.6  
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Information-Analytical System for Design of 
New Inorganic Compounds 

N. N. Kiselyova, V. A. Dudarev, A. V. Stolyarenko 
 

The principles of development of systems of 
knowledge discovery in virtually integrated distributed 
databases are considered. The methodology of 
integration of data mining programs based on different 
algorithms is developed. The proposed methods are 
applied to development of the information-analytical 
system for automation of process of new inorganic 
compounds computer-aided design based on use of 
pattern recognition programs for discovery of 
regularities in information of the databases on 
inorganic substances and materials properties. The 
examples of application of the developed system to 
design of new inorganic compounds are given.

   


