Name and formula

Reference code:
01-080-1030 

PDF index name:
Iron Sulfide 

Empirical formula:
Fe0.985S

Chemical formula:
Fe0.985S

Crystallographic parameters

Crystal system:
Hexagonal 

Space group:
P-62c 

Space group number:
190

a (A):
  5,9650 

b (A):
  5,9650 

c (A):
 11,7440 

Alpha (°):
 90,0000 

Beta (°):
 90,0000 

Gamma (°):
120,0000 

Calculated density (g/cm^3):
  4,79 

Volume of cell (10^6 pm^3):
361,88 

Z:
 12,00 

RIR:
  4,06 

Subfiles and Quality

Subfiles:
Inorganic


Alloy, metal or intermetalic


Corrosion


ICSD Pattern

Quality:
Star (S)

Comments

ANX:
AX. 

Wyckoff Sequence:
i h f a (P6-2C). 

ICSD collection code:
68849. Polymorphism/Phase Transition: Low-temperature form. 

Test from ICSD:
Charge sum slightly deviates from zero. 

References

Primary reference:
Calculated from ICSD using POWD-12++, (1997)

Structure:
Keller-Besrest, F., Collin, G., J. Solid State Chem., 84, 211, (1990)

Peak list

No.    h    k    l      d [A]     2Theta[deg] I [%]   

  1    0    0    2      5,87200    15,076       0,1

  2    1    0    0      5,16580    17,151       3,4

  3    1    0    1      4,72860    18,751       8,9

  4    1    0    2      3,87860    22,911       0,1

  5    1    0    3      3,12000    28,587       1,3

  6    1    1    0      2,98250    29,935      41,2

  7    0    0    4      2,93600    30,421       6,7

  8    1    1    2      2,65920    33,677      47,4

  9    2    0    0      2,58290    34,703       0,5

 10    1    0    4      2,55250    35,129       1,2

 11    2    0    1      2,52260    35,560       6,0

 12    2    0    2      2,36430    38,029       0,1

 13    2    0    3      2,15590    41,869       6,0

 14    1    0    5      2,13820    42,232       4,1

 15    1    1    4      2,09230    43,204     100,0

 16    2    1    0      1,95250    46,472       2,3

 17    2    0    4      1,93930    46,807       0,4

 18    2    1    1      1,92610    47,147      10,9

 19    2    1    2      1,85280    49,133       0,1

 20    1    0    6      1,83040    49,775       0,1

 21    2    1    3      1,74720    52,320       8,5

 22    2    0    5      1,73770    52,628       0,7

 23    3    0    0      1,72200    53,145      29,2

 24    1    1    6      1,63640    56,163       5,9

 25    2    1    4      1,62580    56,562       2,1

 26    1    0    7      1,59570    57,728       1,7

 27    3    0    3      1,57620    58,511       0,1

 28    2    0    6      1,56000    59,179       0,1

 29    2    1    5      1,50150    61,730       2,6

 30    2    2    0      1,49120    62,204       1,0

 31    3    0    4      1,48530    62,479       0,5

 32    0    0    8      1,46800    63,300       5,9

 33    2    2    2      1,44540    64,408       4,5

 34    3    1    0      1,43280    65,043       0,3

 35    3    1    1      1,42220    65,589       1,8

 36    1    0    8      1,41210    66,118       0,1

 37    2    0    7      1,40700    66,388       0,1

 38    3    1    2      1,39190    67,203       0,1

 39    3    0    5      1,38870    67,379       0,1

 40    2    1    6      1,38230    67,733       0,1

 41    3    1    3      1,34550    69,850       1,2

 42    2    2    4      1,32960    70,809       8,9

 43    1    1    8      1,31710    71,584       3,9

 44    3    0    6      1,29150    73,230       0,6

 45    3    1    4      1,28760    73,489       0,5

 46    4    0    1      1,28370    73,749       1,7

 47    2    0    8      1,27630    74,248       0,2

 48    2    1    7      1,27250    74,507       1,8

 49    1    0    9      1,26520    75,011       0,1

 50    4    0    2      1,26130    75,283       0,1

 51    4    0    3      1,22640    77,820       1,3

 52    3    1    5      1,22320    78,062       2,3

 53    3    0    7      1,20170    79,734       0,1

 54    2    2    6      1,18620    80,990       1,8

 55    4    0    4      1,18220    81,322       1,3

 56    3    2    1      1,17910    81,581       2,6

 57    0    0   10      1,17340    82,062       0,6

 58    2    0    9      1,16470    82,809       0,6

 59    3    2    2      1,16170    83,070       0,3

 60    3    1    6      1,15610    83,563       0,1

 61    1    0   10      1,14520    84,541       0,1

 62    3    2    3      1,13430    85,546       2,3

 63    4    0    5      1,13170    85,790       2,6

 64    3    0    8      1,11710    87,190       6,9

 65    4    1    2      1,10710    88,179       3,2

 66    3    2    4      1,09900    89,000       0,8

 67    1    1   10      1,09270    89,651       0,9

 68    3    1    7      1,08950    89,986       1,7

Structure

No.  Name  Elem.  X         Y         Z         Biso     sof     Wyck.

1    S1    S      0,66450   0,99720   0,25000   0,5000   1,0000   6h      

2    S2    S      0,33330   0,66670   0,02000   0,5000   1,0000   4f      

3    S3    S      0,00000   0,00000   0,00000   0,5000   1,0000   2a      

4    FE1   Fe     0,37810   0,05430   0,12310   0,5000   0,9850   12i     

Stick Pattern

[image: image1.png]ez 11
Rt Patem T SuTide TV UR0-TO

5

0 A Mot e o g i g WA

) 0 0d0 0200 0250 000 0350 040 040 040
Pastion [Sn27Theta)]




