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Cartesian coordinates of large clusters are given below.  
 
n=20 
---------------------------------------------------------------------------------------------------------------------- 
 Center     Atomic     Atomic              Coordinates (Angstroms) 
 Number     Number      Type              X           Y           Z 
---------------------------------------------------------------------------------------------------------------------- 
    1         30             0        4.936169   -0.285854   -0.840115 
    2         30             0        0.713867    3.422807   -1.233551 
    3         30             0        2.356038   -2.087050   -1.923491 
    4         30             0       -0.366605    1.064246   -2.634872 
    5         30             0       -2.145924    2.998993   -1.316813 
    6         30             0       -0.616944   -1.962028   -2.631451 
    7         30             0       -2.858424   -0.089936   -1.802029 
    8         30             0        2.624848   -1.083237    0.782913 
    9         30             0        2.369205    0.897925   -1.508827 
   10         30             0       -0.884806    3.568945    1.268007 
   11         30             0        0.137383   -2.868392    0.054764 
   12         30             0       -2.630592    1.146923    0.810551 
   13         30             0       -2.766423   -2.888755   -0.817823 
   14         30             0        2.173311    0.228633    3.384647 
   15         30             0        1.594838    1.897200    1.068868 
   16         30             0        0.637221   -2.227253    2.859334 
   17         30             0       -0.165561   -0.059033   -0.069049 
   18         30             0       -0.608211    0.948882    2.699411 
   19         30             0       -2.043874   -1.621456    1.717735 
   20         30             0       -4.891776   -0.902111    0.426856 
   21          8             0        7.196963   -0.296464   -0.884601 
   22          1             0        7.769436    0.324209   -0.368969 
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   23          1             0        7.742658   -0.935998   -1.406202 
---------------------------------------------------------------------------------------------------------------------- 
 
n=24 
                        
---------------------------------------------------------------------------------------------------------------------- 
 Center     Atomic     Atomic              Coordinates (Angstroms) 
 Number     Number      Type              X           Y           Z 
---------------------------------------------------------------------------------------------------------------------- 
    1         30             0        0.167452    3.556803   -1.143507 
    2         30             0        2.896158    1.953443   -1.571050 
    3         30             0       -1.706500    2.469010    0.799679 
    4         30             0        1.092438    1.518102    0.716639 
    5         30             0        4.468089   -0.511365   -1.169571 
    6         30             0       -0.434586    2.068628    3.335867 
    7         30             0        2.039870    0.373011    3.193564 
    8         30             0       -2.236033    2.172198   -2.116986 
    9         30             0        1.275066   -0.394957   -1.492865 
   10         30             0        2.604471   -2.821360   -0.837218 
   11         30             0       -1.153928   -0.103764   -0.102250 
   12         30             0        0.950445   -1.489208    1.243571 
   13         30             0       -0.720879   -0.803230    3.684747 
   14         30             0       -1.243115   -0.436436   -2.898355 
   15         30             0        0.266987   -2.964780   -2.792913 
   16         30             0       -4.447024    1.480372   -0.354664 
   17         30             0       -2.551141   -2.569688   -1.428348 
   18         30             0       -0.181722   -3.925059   -0.126794 
   19         30             0       -4.607538   -1.382917    0.201704 
   20         30             0       -1.935744   -2.248627    1.505248 
   21         30             0        0.496685    1.849433   -3.397148 
   22         30             0       -3.307405    0.377182    2.219036 
   23         30             0        3.917929   -1.540434    1.613852 
   24         30             0        4.111833    1.453643    1.170412 
   25          8             0        0.678529    5.658113   -0.780320 
   26          1             0        0.918410    5.972888    0.124066 
   27          1             0        0.799185    6.362242   -1.461001 
---------------------------------------------------------------------------------------------------------------------- 
 
n=28 
---------------------------------------------------------------------------------------------------------------------- 
 Center     Atomic     Atomic              Coordinates (Angstroms) 
 Number     Number      Type              X           Y           Z 
---------------------------------------------------------------------------------------------------------------------- 
    1         30             0        1.070660   -2.488996    2.557250 
    2         30             0       -3.850143   -1.980681    0.831897 
    3         30             0        3.188665   -0.206241    2.327488 
    4         30             0        0.198004    0.193512    2.449631 
    5         30             0       -2.819173    0.721478    2.316715 
    6         30             0       -0.649300    2.924178    2.654753 
    7         30             0       -2.948545    3.246036    0.891711 
    8         30             0        2.322766   -3.532242   -2.097899 
    9         30             0        0.700692   -1.446997   -0.140600 
   10         30             0       -1.916983   -2.424712   -1.449426 
   11         30             0        0.798665    1.417886   -0.148667 
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   12         30             0       -1.620526    0.085388   -0.082136 
   13         30             0       -0.160576    4.179780    0.145772 
   14         30             0        2.516993   -0.379329   -2.110379 
   15         30             0        0.207986   -1.648818   -3.191417 
   16         30             0        4.532728    0.349131   -0.185886 
   17         30             0        0.384655    1.286031   -3.061914 
   18         30             0       -2.246135    0.042822   -3.174231 
   19         30             0        3.049189    2.514320   -1.987121 
   20         30             0       -1.789579    2.504333   -1.626227 
   21         30             0       -0.931885   -3.764588    0.840267 
   22         30             0        3.041045    2.621456    1.340978 
   23         30             0       -4.630026    1.218889   -0.204821 
   24         30             0       -1.825134   -1.921457    2.901539 
   25         30             0       -4.584408   -1.142358   -1.912278 
   26         30             0        1.759226   -4.867326    0.448876 
   27         30             0        2.551893    4.924254   -0.492871 
   28         30             0        3.555418   -2.553716    0.550981 
   29          1             0        1.068921    0.537135    5.295581 
   30          8             0        0.289315    0.350395    4.719337 
   31          1             0       -0.568544    0.498733    5.190240 
---------------------------------------------------------------------------------------------------------------------- 
 
n=32                                               
---------------------------------------------------------------------------------------------------------------------- 
 Center     Atomic     Atomic              Coordinates (Angstroms) 
 Number     Number      Type              X           Y           Z 
---------------------------------------------------------------------------------------------------------------------- 
    1         30             0        1.164053    3.327729   -0.467185 
    2         30             0        2.451509    0.440182    3.306405 
    3         30             0       -1.739716    3.263912   -1.620368 
    4         30             0       -0.810237    1.611335    0.711463 
    5         30             0       -0.475860    1.022474    3.487717 
    6         30             0       -3.212746    1.199247    2.396544 
    7         30             0       -2.095402   -1.356300    3.271646 
    8         30             0        4.864703    0.301394   -1.387038 
    9         30             0        1.397254    0.403777   -0.738520 
   10         30             0        3.342604   -0.971781    0.869377 
   11         30             0       -1.296888   -0.776510   -0.699515 
   12         30             0        0.419405   -0.886640    1.589894 
   13         30             0       -3.643438   -1.383879    0.796842 
   14         30             0        0.342789   -0.836937   -2.995359 
   15         30             0        2.732698   -2.159319   -1.887203 
   16         30             0       -2.173533    0.699498   -3.098628 
   17         30             0       -0.026520   -3.352896   -1.646643 
   18         30             0        1.678769   -3.455135    0.693605 
   19         30             0       -2.233753   -2.320019   -3.401282 
   20         30             0       -1.341164   -3.095247    1.049511 
   21         30             0        3.370579    1.897569    0.695700 
   22         30             0       -3.561828    1.173524   -0.542589 
   23         30             0        0.270321   -2.857284    4.018655 
   24         30             0        1.337960    3.004099    2.435901 
   25         30             0        3.163493   -2.566604    3.293225 
   26         30             0        3.530025    2.847362   -2.210512 
   27         30             0       -4.581274   -1.138624   -2.083784 
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   28         30             0        0.524627    2.078341   -3.088392 
   29         30             0       -3.701441    3.762688    0.849058 
   30         30             0       -0.977875    4.564970    1.727517 
   31         30             0        2.976304    0.414985   -3.598150 
   32         30             0       -3.255154   -3.697764   -1.149911 
   33          1             0        4.991971   -3.409302   -0.839551 
   34          8             0        4.593966   -3.410885   -1.766100 
   35          1             0        5.048394   -4.047997   -2.371011 
---------------------------------------------------------------------------------------------------------------------- 
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