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The ten best structural models for each space group P 2i/c and P 1 according to the similarity

measure from the comparison step (Step 2) of the simulated PDF curve to the experimental one. For comparability the

unit cells are transformed to a standard setting.

Structure

Space SPPF v/A*  alA b/A c/A al® ple yl°
nr. group

74505  P2Jc 098867 48472 63715 47606  16.4054 90  103.07321 90
63658  P2Jc 098857 49801  3.8486 104250  12.7314 90 10238472 90
14990  P2Jc 098807  479.13 59166  6.0078  13.4878 90  92.05359 90
53484  P2Jc 098798 47848 45207 82022  12.9041 90  90.15382 90
14456 P2/c 098795 49418  3.9002  9.3667 13.7576 90  100.49867 90
10572 P2J/c 098793 51745 41244 121610  10.3244 90  92.21839 90
12906  P2Jc 098787 47833  3.6950 121050  11.2863 90  108.63799 90
10581  P2J/c 098787 46885  7.3272 101090  6.8278 90  112.01819 90
54325  P2Jc 098786 52556 67867 89131  8.7621 90  97.43980 90
63390  P2Jc 098783 450930 55010 12.8035  7.1401 90  114.03241 90
75386 P1 098903 23240 36098 58026 11.2284 8124075  88.84267  89.62096
31070 PT 098899 24461 35951 60348 112966  87.78534  87.72826  88.21101

6626 PT 098880 23501 40848  7.6831 82623 10394298 10571734  98.46187
68397 PT 098872 22858 33679 57372 119513 8287853  87.40186  86.61885
65993 PT 098857 22924 34630 64152 10.8234 7476291 8591711 8136423
41141 PT 098818 23883 49278 71466  7.9689 10428341 104.65984  109.30319
42426 PT 098812 26531 42914 66802  9.6299 10328189 9530469  95.92610
50984 PT 0098800 22953 36442 58865 115313 10330882  90.58841 106.90421
52508 PT 098785 25803 37600 62932 111647 9180456  96.17634 101.04892
32793 PT 0098784 22746 37578 64335 95797 8661523 8390621 8137273
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