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3|5.11479 | b|5.11479

alpha | 90.0 | beta | 90.0

Scale Factor | 3.062532

C|5.430985

delta1 | 0.0 | dettaz | 0.0

sratio | 1.0 | reut | 0.0

Included Pairs |E||-3||

P —

|5pdiameter 6.24759
I r—

elem X ¥ z ull u22 u33 ul2 ul3 | u23 occ
1 si |D.506255 0.0 0.obbbooy |0.0109896 0.01098%9%: 0.010989%c 0.00549481 (0.0 0.0 1.0
|2 |5 0.0 0.306266 0.333333 0.0109896c 0.0109896 0.0109896 O0.00549481 0.0 0.0 1.0
3|5 0.493734 0.493734 (0.0 0.0109896 0.01098%: 0.010989%c 0.00549481 (0.0 0.0 1.0
4|0 0.618279 0.806013 |0.870245 0.0163417 0.0163417 0.0163417 0.00817084 0.0 0.0 1.0
5[0 0.193987 -0.187734 |0.536912 0.0163417 0.0163417 0.0163417 |0.00817084 0.0 0.0 1.0
60 0.187734 0.381721 |0.203578 0.0163417 0.0163417 0.0163417 0.00817084 0.0 0.0 1.0
7 (0 0.800013 0.618279 |0.129735 0.0163417 0.0163417 0.0163417 |0.00817084 0.0 0.0 1.0
80 -0,187734 0.193987 |0.463088 0.0163417 0.0163417 0.0163417 0.00817084 0.0 0.0 1.0
90 0.381721 0.187734 |0.796422 0.0163417 0.0163417 0.0163417 |0.00817084 0.0 0.0 1.0
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a|5.82499 b |5.82499 c|5.82499
alpha | 90.0 beta |90.0 gamma | 90.0
Scale Factor | 0.453339
deltal | 0.0 deltaz | 0.0 spdiameter | 6.42555
sratio | 1.0 rcut | 0.0 stepcut | 0.0
Included Pairs |E"-E|| |
elem‘ X Y ‘ iz ‘ ull ‘ u2l ‘ u33 ul? | ul3 u23|ooc|
11 5i |0.25 0.25 0.25 0.00034222 0.00034222 0.00034222 0.0 (0.0 0.0 1.0
12|si 0.0 0.0 0.0 |0.00034222 0.00034222 0.00034222 0.0 |0.0 0.0 (1.0
13 |5i 0.25 |0.75 0.75 0.00034222 0.00034222 0.00034222 0.0 |0.0 0.0 (1.0
14 |Si 0.0 0.5 0.5 0.00034222 0.00034222 0.00034222 0.0 |0.0 0.0 (1.0
|3 |5i 0.75 |0.25 0.75 0.00034222 0.00034222 0.00034222 0.0 |00 0.0 (1.0
16 |Si 0.5 0.0 0.5 |0.00034222 0.00034222 0.00034222 0.0 |0.0 0.0 |1.0
| |Si 0.75 |0.75 0.25 0.00034222 0.00034222 0.00034222 0.0 |00 0.0 (1.0
|8 |Si 0.5 0.5 0.0 |0.00034222 0.00034222 0.00034222 0.0 |0.0 0.0 |1.0
a|5.58855 b | 5.58855 c|5.19781
alpha | 90.0 beta [ 90.0 gamma | 120.0
Scale Factor | 4.68807
deltal | 0.0 deltaz | 0.0 spdiameter | 7.42508
sratio | 1.0 rcut | 0.0 stepcut | 0.0
Included Pairs |3||-3|| |
elem‘ X ‘ ¥ z ull ‘ u22 ‘ u33 ul2 ‘ul?. u23‘ooc‘
LD.491513 0.0 0.666667 0.0495868 0.0495868 0.0495868 0.0247934 0.0 (0.0 1.0
12 |Si 0.0 0.491513 0.333333 0.0495868 0.0495868 0.0495868 0.0247934 0.0 0.0 1.0
13 |Si 0.508487 0.508487 0.0 0.0495868 0.0495868 0.0495868 0.0247934 0.0 0.0 1.0
40 0.475036 0.267795 0.769808 0.0124258 0.0124258 0.0124258 0.00621291 0.0 (0.0 1.0
150 0.732205 |0.207241 0436475 0.0124258 0.0124258 0.0124258 0.00621291 0.0 (0.0 1.0
60 0.792759 0.524964 0.103141 0.0124258 0.01243258 0.0124258 0.00621291 0.0 0.0 |1.0
70 0.267795 0.475036 0.230192 0.0124258 0.01243258 0.0124258 0.00621291 0.0 0.0 |1.0
/8|0 0.207241 0.732205 0.563525 0.0124258 0.0124258 0.0124258 0.00621291 0.0 0.0 |1.0
190 0.524964 0.792759 0.896859 0.0124258 0.0124258 0.0124258 0.00621291 0.0 0.0 |1.0
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