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Table S1. Mcentral-Micosahedron distances for M=Au, Ag, and Cu, in [M13(dppe)6]q. Distances in 
Angstrom (Å). 

q= +3 +3 Exp. +4 +5 +5 Exp. +5 Ih +6 
Au 

       

Au1 2.743 2.690 2.793 2.802 2.702 2.838 2.752 
Au2 2.754 2.691 2.794 2.807 2.702 2.838 2.755 
Au3 2.758 2.697 2.795 2.807 2.702 2.866 2.755 
Au4 2.759 2.698 2.901 2.827 2.703 2.866 2.838 
Au5 2.759 2.711 2.904 2.827 2.703 2.866 2.841 
Au6 2.759 2.712 2.905 2.829 2.923 2.866 2.841 
Au7 2.773 2.891 2.917 2.912 2.923 2.866 2.916 
Au8 2.997 2.904 2.919 2.914 2.924 2.866 2.924 
Au9 3.001 2.937 2.919 2.916 2.924 2.866 2.926 
Au10 3.037 2.947 2.920 2.922 2.924 2.866 2.964 
Au11 3.052 2.971 2.922 2.929 2.925 2.866 2.970 
Au12 3.071 2.973 2.925 2.930 2.925 2.866 2.974 
Average 2.872 2.819 2.885 2.869 2.832 2.861 2.871         

Ag +3 +3 Exp. +4 +5 +5 Exp. +5 Ih +6 
Ag1 2.823 

 
2.788 2.801 

 
2.849 2.760 

Ag2 2.824 
 

2.789 2.802 
 

2.849 2.786 
Ag3 2.824 

 
2.793 2.802 

 
2.884 2.801 

Ag4 2.893 
 

2.867 2.869 
 

2.884 2.821 
Ag5 2.894 

 
2.874 2.874 

 
2.884 2.830 

Ag6 2.895 
 

2.884 2.875 
 

2.884 2.863 
Ag7 2.899 

 
2.907 2.903 

 
2.884 2.882 

Ag8 2.902 
 

2.909 2.906 
 

2.884 2.911 
Ag9 2.902 

 
2.913 2.906 

 
2.884 2.913 

Ag10 2.937 
 

2.928 2.943 
 

2.884 2.953 
Ag11 2.938 

 
2.933 2.946 

 
2.884 2.956 

Ag12 2.939 
 

2.934 2.949 
 

2.884 2.983 
Average 2.889 

 
2.877 2.881 

 
2.878 2.872         

Cu +3 +3 Exp. +4 +5 +5 Exp. +5 Ih +6 
Cu1 2.440 

 
2.392 2.444 

 
2.528 2.423 

Cu2 2.447 
 

2.398 2.449 
 

2.528 2.488 
cu3 2.455 

 
2.413 2.476 

 
2.528 2.528 

Cu4 2.461 
 

2.470 2.486 
 

2.528 2.583 
Cu5 2.463 

 
2.494 2.488 

 
2.528 2.618 

Cu6 2.463 
 

2.499 2.495 
 

2.528 2.673 
Cu7 2.504 

 
2.501 2.548 

 
2.528 2.677 

cu8 2.506 
 

2.511 2.550 
 

2.528 2.706 
Cu9 2.509 

 
2.539 2.570 

 
2.528 2.712 

Cu10 2.513 
 

2.567 2.608 
 

2.528 2.723 
Cu11 2.518 

 
2.570 2.643 

 
2.556 2.728 

Cu12 2.520 
 

2.595 2.682 
 

2.556 2.743 
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Average 2.483 
 

2.496 2.537 
 

2.533 2.634 
 

Table S2. Micosahedron–P distances for M=Au, Ag, and Cu, in [M13(dppe)6]q. Distances in 
Angstrom (Å). 

q= +3 +3 Exp. +4 +5 +5 Exp. +5 Ih +6 
Au 

       

Au1 2.302 2.289 2.340 2.320 2.282 2.312 2.320 
Au2 2.303 2.289 2.340 2.320 2.282 2.317 2.321 
Au3 2.303 2.295 2.342 2.320 2.282 2.318 2.321 
Au4 2.304 2.302 2.347 2.332 2.282 2.319 2.334 
Au5 2.305 2.302 2.348 2.334 2.282 2.324 2.334 
Au6 2.306 2.306 2.349 2.334 2.282 2.334 2.335 
Au7 2.330 2.312 2.350 2.340 2.346 2.341 2.344 
Au8 2.332 2.314 2.350 2.340 2.346 2.342 2.344 
Au9 2.342 2.327 2.351 2.341 2.346 2.342 2.345 
Au10 2.342 2.336 2.365 2.341 2.346 2.352 2.345 
Au11 2.342 2.339 2.366 2.342 2.346 2.361 2.345 
Au12 2.343 2.355 2.366 2.342 2.346 2.362 2.346 
Average 2.321 2.314 2.351 2.334 2.314 2.335 2.336         

Ag +3 +3 Exp. +4 +5 +5 Exp. +5 Ih +6 
Ag1 2.485 

 
2.487 2.475 

 
2.275 2.421 

Ag2 2.486 
 

2.487 2.476 
 

2.445 2.436 
Ag3 2.486 

 
2.490 2.477 

 
2.450 2.442 

Ag4 2.487 
 

2.509 2.505 
 

2.518 2.452 
Ag5 2.487 

 
2.518 2.506 

 
2.520 2.453 

Ag6 2.487 
 

2.519 2.508 
 

2.567 2.466 
Ag7 2.515 

 
2.519 2.510 

 
2.619 2.466 

Ag8 2.515 
 

2.522 2.510 
 

2.716 2.467 
Ag9 2.515 

 
2.523 2.511 

 
2.734 2.468 

Ag10 2.522 
 

2.525 2.512 
 

2.773 2.473 
Ag11 2.522 

 
2.527 2.515 

 
2.939 2.473 

Ag12 2.523 
 

2.527 2.516 
 

3.032 2.491 
Average 2.503 

 
2.513 2.502 

 
2.632 2.459         

Cu +3 +3 Exp. +4 +5 +5 Exp. +5 Ih +6 
Cu1 2.259 

 
2.209 2.276 

 
2.251 2.234 

Cu2 2.265 
 

2.233 2.289 
 

2.258 2.239 
Cu3 2.267 

 
2.243 2.294 

 
2.268 2.247 

Cu4 2.269 
 

2.262 2.307 
 

2.300 2.259 
Cu5 2.272 

 
2.263 2.310 

 
2.302 2.264 

Cu6 2.276 
 

2.264 2.314 
 

2.314 2.278 
Cu7 2.278 

 
2.273 2.314 

 
2.323 2.287 

cu8 2.279 
 

2.285 2.316 
 

2.333 2.289 
Cu9 2.282 

 
2.289 2.325 

 
2.335 2.294 



4 
 

Cu10 2.298 
 

2.292 2.326 
 

2.336 2.302 
Cu11 2.304 

 
2.294 2.330 

 
2.358 2.310 

Cu12 2.304 
 

2.321 2.339 
 

2.365 2.313 
Average 2.279 

 
2.269 2.312 

 
2.312 2.276 

Experimental data taken from references 1 for [Au13(dppe)6]3+ and  2 for [Au13(dppe)6]5+. 

 

Table S3. Experimental Aucentral-Auicosahedron– distances for Au25(PET)18 clusters. Distances in 
Angstrom (Å). 

q= -1 0 1 
Au1 2.766 2.785 2.820 
Au2 2.779 2.786 2.743 
Au3 2.789 2.760 2.822 
Au4 2.759 2.814 2.817 
Au5 2.783 2.775 2.806 
Au6 2.771 2.779 2.839 
Au7 2.779 2.775 2.817 
Au8 2.789 2.779 2.806 
Au9 2.759 2.786 2.839 
Au10 2.783 2.760 2.743 
Au11 2.771 2.814 2.822 
Au12 2.766 2.785 2.820 
Average 2.774 2.783 2.808 
Experimental data taken from refs 3,4. 
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Table S4. Relative energies between isomers D3 and “Oh”. 

q= +3 D3 “Oh” 
Au 0.00 5.32 
Ag 0.00 25.18 
Cu 0.00 29.04 
      
q= +5 D3 Oh 
Au 0.00 11.46 
Ag 0.00 10.47 
Cu 0.00 5.60 
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Table S5. Calculated TDDFT absorption energies (λabs) in eV and nm, oscillator strengths f 
multiplied by 10 (arbitrary units), and composition in terms of the character of involved cluster 
orbitals, for q= +5 and +3 species of [M13(dppm)6]q. Ligand based orbitals are denoted as “L”. 
 

λabs (eV) λabs (nm) f x10 Character 
5+ 

     

Au 1.660 747 5.80 100% 1P → 1D  
2.409 515 5.06 71% 1P → 1D     

29% Ligand→1D       

Ag 1.703 728 4.50 100% 1P → 1D  
2.465 503 7.32 72% 1P → 1D     

28% Ligand→1D       

Cu 1.739 713 5.72 100% 1P → 1D  
2.495 496 10.51 70% 1P → 1D     

30% Ligand→1D 
3+ 

     

Au 1.596 776 0.94 100% 1Dz2 → 1D  
2.194 565 3.37 100% 1P → 1D  
2.445 506 2.79 100% 1P → 1D       

Ag 1.275 972 1.80 100% 1Dz2 → 1D  
1.764 702 4.37 52% 1Dz2 → L     

48% 1P → 1D  
2.249 551 2.62 100% 1P → L       

Cu 1.366 907 2.53 100% 1Dz2 → 1D  
1.776 698 4.61 60% 1Dz2 → L     

40% 1P → 1D  
2.242 553 1.93 100% 1P → L 
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Figure S1. Isosurface at 0.01 a.u. for Au13(dppm)6 at +5 (left) and +3 (right) charge states. 
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Figure S2. Deformation density channels (∆ρ) for Au13(dppm)6 at +5 (left) and +3 (right) charge 
states, accounting for individual bonding patterms in the Ligand-core interaction. Isosurface set 
at 0.001 a.u.  
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Table S5. Coordinates for the studied species in a multiXYZ format. In Angstroms (Å). 

307 
Au13(dppm)6 q= +5 
Au       0.00000000    0.00000000    0.00000000 
Au       0.04740000   -1.69470000    2.20009995 
Au       2.53609991   -1.28330004    0.56699997 
Au      -1.49129999    0.80629998    2.20009995 
Au      -2.37949991   -1.55470002    0.56699997 
Au       1.44389999    0.88840002    2.20009995 
Au      -0.15670000    2.83800006    0.56699997 
Au       0.04740000    1.69470000   -2.20009995 
Au       2.53609991    1.28330004   -0.56699997 
Au      -1.49129999   -0.80629998   -2.20009995 
Au      -2.37949991    1.55470002   -0.56699997 
Au       1.44389999   -0.88840002   -2.20009995 
Au      -0.15670000   -2.83800006   -0.56699997 
P        0.82599998   -3.53609991    3.36509991 
P        3.49629998   -3.04959989    1.76440001 
C        4.63210011   -4.05779982    0.76910001 
C        5.39169979   -3.37809992   -0.19710000 
H        5.30369997   -2.29609990   -0.29159999 
C        6.23549986   -4.07950020   -1.05019999 
H        6.80439997   -3.54419994   -1.81149995 
C        6.34700012   -5.46560001   -0.92790002 
H        7.01679993   -6.01949978   -1.58840001 
C        5.61469984   -6.14219999    0.04690000 
H        5.71869993   -7.22200012    0.15430000 
C        4.75040007   -5.44710016    0.89190000 
H        4.17210007   -6.00250006    1.62870002 
C        4.39449978   -2.41709995    3.21309996 
C        3.81649995   -1.37650001    3.95830011 
H        2.86439991   -0.94250000    3.64709997 
C        4.45429993   -0.89399999    5.09359980 
H        4.00050020   -0.08640000    5.67049980 
C        5.68410015   -1.42850006    5.47840023 
H        6.19329977   -1.04200006    6.36289978 
C        6.27059984   -2.45090008    4.73120022 
H        7.23570013   -2.86240005    5.02899981 
C        5.63049984   -2.95280004    3.59710002 
H        6.09959984   -3.74729991    3.01329994 
C        2.55640006   -3.85859990    5.57789993 
H        3.00679994   -4.71040010    5.06659985 
C        3.08319998   -3.45740008    6.80200005 
H        3.92389989   -4.00209999    7.23169994 
C        2.54809999   -2.35150003    7.46490002 
H        2.97169995   -2.02950001    8.41670036 
C        1.47449994   -1.65419996    6.91090012 
H        1.07229996   -0.78839999    7.43730021 
C        0.94260001   -2.04489994    5.68750000 
H        0.11210000   -1.49179995    5.24459982 
C        1.49049997   -3.14870000    5.01030016 
C       -0.39950001   -4.87099981    3.53419995 
C       -0.31970000   -5.80109978    4.57830000 
H        0.49180001   -5.75500011    5.30590010 
C       -1.30869997   -6.77519989    4.71019983 
H       -1.24600005   -7.50000000    5.52360010 
C       -2.37639999   -6.81790018    3.81279993 
H       -3.15269995   -7.57609987    3.92869997 
C       -2.46129990   -5.88530016    2.77819991 
H       -3.31310010   -5.90210009    2.09730005 
C       -1.48080003   -4.91109991    2.64129996 
H       -1.57099998   -4.15549994    1.85810006 
C        2.23169994   -4.26259995    2.39720011 
H        2.72040009   -5.05259991    2.98979998 
H        1.77649999   -4.74119997    1.51069999 
P       -3.47530007    1.05270004    3.36509991 
P       -4.38920021   -1.50310004    1.76440001 
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C       -5.83020020   -1.98259997    0.76910001 
C       -5.62139988   -2.98029995   -0.19710000 
H       -4.64029980   -3.44510007   -0.29159999 
C       -6.65070009   -3.36039996   -1.05019999 
H       -6.47160006   -4.12069988   -1.81149995 
C       -7.90689993   -2.76379991   -0.92790002 
H       -8.72150040   -3.06690001   -1.58840001 
C       -8.12660027   -1.79139996    0.04690000 
H       -9.11380005   -1.34150004    0.15430000 
C       -7.09250021   -1.39040005    0.89190000 
H       -7.28439999   -0.61180001    1.62870002 
C       -4.29050016   -2.59719992    3.21309996 
C       -3.10030007   -2.61689997    3.95830011 
H       -2.24839997   -2.00939989    3.64709997 
C       -3.00139999   -3.41059995    5.09359980 
H       -2.07500005   -3.42129993    5.67049980 
C       -4.07919979   -4.20830011    5.47840023 
H       -3.99909997   -4.84250021    6.36289978 
C       -5.25780010   -4.20499992    4.73120022 
H       -6.09679985   -4.83510017    5.02899981 
C       -5.37239981   -3.39980006    3.59710002 
H       -6.29510021   -3.40879989    3.01329994 
C       -4.61990023   -0.28459999    5.57789993 
H       -5.58269978   -0.24879999    5.06659985 
C       -4.53579998   -0.94139999    6.80200005 
H       -5.42789984   -1.39709997    7.23169994 
C       -3.31049991   -1.03100002    7.46490002 
H       -3.24349999   -1.55879998    8.41670036 
C       -2.16989994   -0.44990000    6.91090012 
H       -1.21899998   -0.53439999    7.43730021 
C       -2.24219990    0.20620000    5.68750000 
H       -1.34800005    0.64880002    5.24459982 
C       -3.47210002    0.28349999    5.01030016 
C       -4.01870012    2.78150010    3.53419995 
C       -4.86409998    3.17740011    4.57830000 
H       -5.22989988    2.45149994    5.30590010 
C       -5.21309996    4.52099991    4.71019983 
H       -5.87220001    4.82910013    5.52360010 
C       -4.71630001    5.46700001    3.81279993 
H       -4.98470020    6.51830006    3.92869997 
C       -3.86619997    5.07420015    2.77819991 
H       -3.45479989    5.82030010    2.09730005 
C       -3.51270008    3.73799992    2.64129996 
H       -2.81320000    3.43829989    1.85810006 
C       -4.80740023    0.19859999    2.39720011 
H       -5.73589993    0.17030001    2.98979998 
H       -4.99420023    0.83209997    1.51069999 
P        2.64930010    2.48340011    3.36509991 
P        0.89289999    4.55270004    1.76440001 
C        1.19809997    6.04040003    0.76910001 
C        0.22970000    6.35839987   -0.19710000 
H       -0.66329998    5.74119997   -0.29159999 
C        0.41520000    7.43989992   -1.05019999 
H       -0.33289999    7.66489983   -1.81149995 
C        1.55990005    8.22949982   -0.92790002 
H        1.70469999    9.08650017   -1.58840001 
C        2.51189995    7.93359995    0.04690000 
H        3.39510012    8.56350040    0.15430000 
C        2.34209991    6.83750010    0.89190000 
H        3.11229992    6.61439991    1.62870002 
C       -0.10400000    5.01420021    3.21309996 
C       -0.71619999    3.99340010    3.95830011 
H       -0.61589998    2.95190001    3.64709997 
C       -1.45299995    4.30450010    5.09359980 
H       -1.92540002    3.50769997    5.67049980 
C       -1.60490000    5.63689995    5.47840023 
H       -2.19420004    5.88460016    6.36289978 
C       -1.01279998    6.65590000    4.73120022 
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H       -1.13900006    7.69750023    5.02899981 
C       -0.25810000    6.35249996    3.59710002 
H        0.19550000    7.15609980    3.01329994 
C        2.06349993    4.14319992    5.57789993 
H        2.57590008    4.95919991    5.06659985 
C        1.45260000    4.39879990    6.80200005 
H        1.50399995    5.39919996    7.23169994 
C        0.76239997    3.38240004    7.46490002 
H        0.27169999    3.58839989    8.41670036 
C        0.69529998    2.10409999    6.91090012 
H        0.14659999    1.32290006    7.43730021 
C        1.29960001    1.83870006    5.68750000 
H        1.23590004    0.84299999    5.24459982 
C        1.98160005    2.86520004    5.01030016 
C        4.41820002    2.08960009    3.53419995 
C        5.18380022    2.62369990    4.57830000 
H        4.73799992    3.30340004    5.30590010 
C        6.52190018    2.25419998    4.71019983 
H        7.11819983    2.67090011    5.52360010 
C        7.09270000    1.35099995    3.81279993 
H        8.13739967    1.05770004    3.92869997 
C        6.32749987    0.81110001    2.77819991 
H        6.76789999    0.08180000    2.09730005 
C        4.99350023    1.17309999    2.64129996 
H        4.38430023    0.71719998    1.85810006 
C        2.57570004    4.06400013    2.39720011 
H        3.01550007    4.88229990    2.98979998 
H        3.21770000    3.90899992    1.51069999 
P        0.82599998    3.53609991   -3.36509991 
P        3.49629998    3.04959989   -1.76440001 
C        4.63210011    4.05779982   -0.76910001 
C        5.39169979    3.37809992    0.19710000 
H        5.30369997    2.29609990    0.29159999 
C        6.23549986    4.07950020    1.05019999 
H        6.80439997    3.54419994    1.81149995 
C        6.34700012    5.46560001    0.92790002 
H        7.01679993    6.01949978    1.58840001 
C        5.61469984    6.14219999   -0.04690000 
H        5.71869993    7.22200012   -0.15430000 
C        4.75040007    5.44710016   -0.89190000 
H        4.17210007    6.00250006   -1.62870002 
C        4.39449978    2.41709995   -3.21309996 
C        3.81649995    1.37650001   -3.95830011 
H        2.86439991    0.94250000   -3.64709997 
C        4.45429993    0.89399999   -5.09359980 
H        4.00050020    0.08640000   -5.67049980 
C        5.68410015    1.42850006   -5.47840023 
H        6.19329977    1.04200006   -6.36289978 
C        6.27059984    2.45090008   -4.73120022 
H        7.23570013    2.86240005   -5.02899981 
C        5.63049984    2.95280004   -3.59710002 
H        6.09959984    3.74729991   -3.01329994 
C        2.55640006    3.85859990   -5.57789993 
H        3.00679994    4.71040010   -5.06659985 
C        3.08319998    3.45740008   -6.80200005 
H        3.92389989    4.00209999   -7.23169994 
C        2.54809999    2.35150003   -7.46490002 
H        2.97169995    2.02950001   -8.41670036 
C        1.47449994    1.65419996   -6.91090012 
H        1.07229996    0.78839999   -7.43730021 
C        0.94260001    2.04489994   -5.68750000 
H        0.11210000    1.49179995   -5.24459982 
C        1.49049997    3.14870000   -5.01030016 
C       -0.39950001    4.87099981   -3.53419995 
C       -0.31970000    5.80109978   -4.57830000 
H        0.49180001    5.75500011   -5.30590010 
C       -1.30869997    6.77519989   -4.71019983 
H       -1.24600005    7.50000000   -5.52360010 
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C       -2.37639999    6.81790018   -3.81279993 
H       -3.15269995    7.57609987   -3.92869997 
C       -2.46129990    5.88530016   -2.77819991 
H       -3.31310010    5.90210009   -2.09730005 
C       -1.48080003    4.91109991   -2.64129996 
H       -1.57099998    4.15549994   -1.85810006 
C        2.23169994    4.26259995   -2.39720011 
H        2.72040009    5.05259991   -2.98979998 
H        1.77649999    4.74119997   -1.51069999 
P       -3.47530007   -1.05270004   -3.36509991 
P       -4.38920021    1.50310004   -1.76440001 
C       -5.83020020    1.98259997   -0.76910001 
C       -5.62139988    2.98029995    0.19710000 
H       -4.64029980    3.44510007    0.29159999 
C       -6.65070009    3.36039996    1.05019999 
H       -6.47160006    4.12069988    1.81149995 
C       -7.90689993    2.76379991    0.92790002 
H       -8.72150040    3.06690001    1.58840001 
C       -8.12660027    1.79139996   -0.04690000 
H       -9.11380005    1.34150004   -0.15430000 
C       -7.09250021    1.39040005   -0.89190000 
H       -7.28439999    0.61180001   -1.62870002 
C       -4.29050016    2.59719992   -3.21309996 
C       -3.10030007    2.61689997   -3.95830011 
H       -2.24839997    2.00939989   -3.64709997 
C       -3.00139999    3.41059995   -5.09359980 
H       -2.07500005    3.42129993   -5.67049980 
C       -4.07919979    4.20830011   -5.47840023 
H       -3.99909997    4.84250021   -6.36289978 
C       -5.25780010    4.20499992   -4.73120022 
H       -6.09679985    4.83510017   -5.02899981 
C       -5.37239981    3.39980006   -3.59710002 
H       -6.29510021    3.40879989   -3.01329994 
C       -4.61990023    0.28459999   -5.57789993 
H       -5.58269978    0.24879999   -5.06659985 
C       -4.53579998    0.94139999   -6.80200005 
H       -5.42789984    1.39709997   -7.23169994 
C       -3.31049991    1.03100002   -7.46490002 
H       -3.24349999    1.55879998   -8.41670036 
C       -2.16989994    0.44990000   -6.91090012 
H       -1.21899998    0.53439999   -7.43730021 
C       -2.24219990   -0.20620000   -5.68750000 
H       -1.34800005   -0.64880002   -5.24459982 
C       -3.47210002   -0.28349999   -5.01030016 
C       -4.01870012   -2.78150010   -3.53419995 
C       -4.86409998   -3.17740011   -4.57830000 
H       -5.22989988   -2.45149994   -5.30590010 
C       -5.21309996   -4.52099991   -4.71019983 
H       -5.87220001   -4.82910013   -5.52360010 
C       -4.71630001   -5.46700001   -3.81279993 
H       -4.98470020   -6.51830006   -3.92869997 
C       -3.86619997   -5.07420015   -2.77819991 
H       -3.45479989   -5.82030010   -2.09730005 
C       -3.51270008   -3.73799992   -2.64129996 
H       -2.81320000   -3.43829989   -1.85810006 
C       -4.80740023   -0.19859999   -2.39720011 
H       -5.73589993   -0.17030001   -2.98979998 
H       -4.99420023   -0.83209997   -1.51069999 
P        2.64930010   -2.48340011   -3.36509991 
P        0.89289999   -4.55270004   -1.76440001 
C        1.19809997   -6.04040003   -0.76910001 
C        0.22970000   -6.35839987    0.19710000 
H       -0.66329998   -5.74119997    0.29159999 
C        0.41520000   -7.43989992    1.05019999 
H       -0.33289999   -7.66489983    1.81149995 
C        1.55990005   -8.22949982    0.92790002 
H        1.70469999   -9.08650017    1.58840001 
C        2.51189995   -7.93359995   -0.04690000 
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H        3.39510012   -8.56350040   -0.15430000 
C        2.34209991   -6.83750010   -0.89190000 
H        3.11229992   -6.61439991   -1.62870002 
C       -0.10400000   -5.01420021   -3.21309996 
C       -0.71619999   -3.99340010   -3.95830011 
H       -0.61589998   -2.95190001   -3.64709997 
C       -1.45299995   -4.30450010   -5.09359980 
H       -1.92540002   -3.50769997   -5.67049980 
C       -1.60490000   -5.63689995   -5.47840023 
H       -2.19420004   -5.88460016   -6.36289978 
C       -1.01279998   -6.65590000   -4.73120022 
H       -1.13900006   -7.69750023   -5.02899981 
C       -0.25810000   -6.35249996   -3.59710002 
H        0.19550000   -7.15609980   -3.01329994 
C        2.06349993   -4.14319992   -5.57789993 
H        2.57590008   -4.95919991   -5.06659985 
C        1.45260000   -4.39879990   -6.80200005 
H        1.50399995   -5.39919996   -7.23169994 
C        0.76239997   -3.38240004   -7.46490002 
H        0.27169999   -3.58839989   -8.41670036 
C        0.69529998   -2.10409999   -6.91090012 
H        0.14659999   -1.32290006   -7.43730021 
C        1.29960001   -1.83870006   -5.68750000 
H        1.23590004   -0.84299999   -5.24459982 
C        1.98160005   -2.86520004   -5.01030016 
C        4.41820002   -2.08960009   -3.53419995 
C        5.18380022   -2.62369990   -4.57830000 
H        4.73799992   -3.30340004   -5.30590010 
C        6.52190018   -2.25419998   -4.71019983 
H        7.11819983   -2.67090011   -5.52360010 
C        7.09270000   -1.35099995   -3.81279993 
H        8.13739967   -1.05770004   -3.92869997 
C        6.32749987   -0.81110001   -2.77819991 
H        6.76789999   -0.08180000   -2.09730005 
C        4.99350023   -1.17309999   -2.64129996 
H        4.38430023   -0.71719998   -1.85810006 
C        2.57570004   -4.06400013   -2.39720011 
H        3.01550007   -4.88229990   -2.98979998 
H        3.21770000   -3.90899992   -1.51069999 
307 
Ag13(dppm)6 q= +5 
Ag       0.00000000    0.00000000    0.00000000 
Ag       0.05410000   -1.71190000    2.20359993 
Ag       2.53489995   -1.29639995    0.56459999 
Ag      -1.50960004    0.80909997    2.20359993 
Ag      -2.39010000   -1.54709995    0.56459999 
Ag       1.45550001    0.90280002    2.20359993 
Ag      -0.14470001    2.84340000    0.56459999 
Ag       0.05410000    1.71190000   -2.20359993 
Ag       2.53489995    1.29639995   -0.56459999 
Ag      -1.50960004   -0.80909997   -2.20359993 
Ag      -2.39010000    1.54709995   -0.56459999 
Ag       1.45550001   -0.90280002   -2.20359993 
Ag      -0.14470001   -2.84340000   -0.56459999 
P        0.89240003   -3.66199994    3.41820002 
P        3.50099993   -3.21120000    1.79770005 
C        4.64440012   -4.19600010    0.78090000 
C        5.37519979   -3.49830008   -0.19540000 
H        5.26789999   -2.41729999   -0.28729999 
C        6.22520018   -4.17600012   -1.06200004 
H        6.77150011   -3.62380004   -1.82869995 
C        6.36819983   -5.56050014   -0.94739997 
H        7.04169989   -6.09660006   -1.61769998 
C        5.66249990   -6.25570011    0.03330000 
H        5.79099989   -7.33349991    0.13339999 
C        4.79610014   -5.58220005    0.89420003 
H        4.23990011   -6.15180016    1.63740003 
C        4.44960022   -2.54760003    3.20810008 
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C        3.91269994   -1.46169996    3.91880012 
H        2.96210003   -1.01950002    3.61170006 
C        4.57859993   -0.95020002    5.02519989 
H        4.15460014   -0.10970000    5.57670021 
C        5.80289984   -1.49570000    5.40980005 
H        6.33659983   -1.08469999    6.26789999 
C        6.35400009   -2.55850005    4.69350004 
H        7.31589985   -2.97819996    4.99030018 
C        5.68060017   -3.09270000    3.59470010 
H        6.12120008   -3.92059994    3.03570008 
C        2.59470010   -3.89759994    5.67959976 
H        3.00729990   -4.80760002    5.24510002 
C        3.14599991   -3.41090012    6.86129999 
H        3.96819997   -3.94749999    7.33440018 
C        2.66050005   -2.23359990    7.42799997 
H        3.10700011   -1.84599996    8.34449959 
C        1.60839999   -1.54820001    6.82159996 
H        1.24699998   -0.62230003    7.26819992 
C        1.05289996   -2.02780008    5.64069986 
H        0.23880000   -1.48249996    5.15730000 
C        1.55149996   -3.20370007    5.05340004 
C       -0.35080001   -4.97790003    3.61919999 
C       -0.30860001   -5.89150000    4.67959976 
H        0.49210000   -5.84749985    5.41970015 
C       -1.31739998   -6.84490013    4.80770016 
H       -1.28770006   -7.55480003    5.63590002 
C       -2.36500001   -6.88910007    3.88649988 
H       -3.15580010   -7.63219976    3.99970007 
C       -2.41490006   -5.97359991    2.83509994 
H       -3.25480008   -5.98579979    2.13980007 
C       -1.41600001   -5.01630020    2.70659995 
H       -1.48140001   -4.26789999    1.91320002 
C        2.30830002   -4.45009995    2.50950003 
H        2.82579994   -5.18359995    3.14800000 
H        1.86220002   -4.99630022    1.65789998 
P       -3.61759996    1.05820000    3.41820002 
P       -4.53149986   -1.42639995    1.79770005 
C       -5.95599985   -1.92420006    0.78090000 
C       -5.71729994   -2.90590000   -0.19540000 
H       -4.72739983   -3.35349989   -0.28729999 
C       -6.72919989   -3.30320001   -1.06200004 
H       -6.52400017   -4.05240011   -1.82869995 
C       -7.99959993   -2.73469996   -0.94739997 
H       -8.80070019   -3.04999995   -1.61769998 
C       -8.24890041   -1.77600002    0.03330000 
H       -9.24650002   -1.34840000    0.13339999 
C       -7.23229980   -1.36240005    0.89420003 
H       -7.44759989   -0.59590000    1.63740003 
C       -4.43109989   -2.57969999    3.20810008 
C       -3.22230005   -2.65759993    3.91880012 
H       -2.36389995   -2.05550003    3.61170006 
C       -3.11220002   -3.49009991    5.02519989 
H       -2.17230010   -3.54320002    5.57670021 
C       -4.19670010   -4.27759981    5.40980005 
H       -4.10769987   -4.94530010    6.26789999 
C       -5.39270020   -4.22349977    4.69350004 
H       -6.23710012   -4.84670019    4.99030018 
C       -5.51870012   -3.37319994    3.59470010 
H       -6.45590019   -3.34080005    3.03570008 
C       -4.67280006   -0.29820001    5.67959976 
H       -5.66720009   -0.20060000    5.24510002 
C       -4.52689981   -1.01900005    6.86129999 
H       -5.40269995   -1.46280003    7.33440018 
C       -3.26460004   -1.18719995    7.42799997 
H       -3.15219998   -1.76769996    8.34449959 
C       -2.14499998   -0.61879998    6.82159996 
H       -1.16240001   -0.76880002    7.26819992 
C       -2.28259993    0.10200000    5.64069986 
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H       -1.40330005    0.53450000    5.15730000 
C       -3.55019999    0.25819999    5.05340004 
C       -4.13549995    2.79279995    3.61919999 
C       -4.94789982    3.21300006    4.67959976 
H       -5.31010008    2.49749994    5.41970015 
C       -5.26919985    4.56330013    4.80770016 
H       -5.89879990    4.89260006    5.63590002 
C       -4.78359985    5.49270010    3.88649988 
H       -5.03179979    6.54909992    3.99970007 
C       -3.96589994    5.07819986    2.83509994 
H       -3.55640006    5.81160021    2.13980007 
C       -3.63630009    3.73440003    2.70659995 
H       -2.95539999    3.41689992    1.91320002 
C       -5.00799990    0.22600000    2.50950003 
H       -5.90210009    0.14460000    3.14800000 
H       -5.25799990    0.88550001    1.65789998 
P        2.72519994    2.60380006    3.41820002 
P        1.03050005    4.63759995    1.79770005 
C        1.31159997    6.12020016    0.78090000 
C        0.34200001    6.40420008   -0.19540000 
H       -0.54049999    5.77080011   -0.28729999 
C        0.50389999    7.47919989   -1.06200004 
H       -0.24750000    7.67619991   -1.82869995 
C        1.63150001    8.29529953   -0.94739997 
H        1.75890005    9.14659977   -1.61769998 
C        2.58629990    8.03180027    0.03330000 
H        3.45549989    8.68190002    0.13339999 
C        2.43630004    6.94460011    0.89420003 
H        3.20770001    6.74779987    1.63740003 
C       -0.01850000    5.12729979    3.20810008 
C       -0.69040000    4.11940002    3.91880012 
H       -0.59820002    3.07500005    3.61170006 
C       -1.46640003    4.44029999    5.02519989 
H       -1.98230004    3.65280008    5.57670021 
C       -1.60609996    5.77330017    5.40980005 
H       -2.22889996    6.03000021    6.26789999 
C       -0.96130002    6.78200006    4.69350004 
H       -1.07879996    7.82480001    4.99030018 
C       -0.16200000    6.46589994    3.59470010 
H        0.33480000    7.26140022    3.03570008 
C        2.07809997    4.19589996    5.67959976 
H        2.65989995    5.00820017    5.24510002 
C        1.38100004    4.42999983    6.86129999 
H        1.43449998    5.41029978    7.33440018 
C        0.60409999    3.42079997    7.42799997 
H        0.04520000    3.61369991    8.34449959 
C        0.53659999    2.16700006    6.82159996 
H       -0.08460000    1.39110005    7.26819992 
C        1.22959995    1.92579997    5.64069986 
H        1.16450000    0.94800001    5.15730000 
C        1.99880004    2.94549990    5.05340004 
C        4.48640013    2.18510008    3.61919999 
C        5.25649977    2.67849994    4.67959976 
H        4.81799984    3.34990001    5.41970015 
C        6.58650017    2.28160000    4.80770016 
H        7.18650007    2.66230011    5.63590002 
C        7.14870024    1.39639997    3.88649988 
H        8.18750000    1.08309996    3.99970007 
C        6.38079977    0.89539999    2.83509994 
H        6.81120014    0.17420000    2.13980007 
C        5.05219984    1.28190005    2.70659995 
H        4.43690014    0.85100001    1.91320002 
C        2.69970012    4.22399998    2.50950003 
H        3.07629991    5.03900003    3.14800000 
H        3.39580011    4.11079979    1.65789998 
P        0.89240003    3.66199994   -3.41820002 
P        3.50099993    3.21120000   -1.79770005 
C        4.64440012    4.19600010   -0.78090000 
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C        5.37519979    3.49830008    0.19540000 
H        5.26789999    2.41729999    0.28729999 
C        6.22520018    4.17600012    1.06200004 
H        6.77150011    3.62380004    1.82869995 
C        6.36819983    5.56050014    0.94739997 
H        7.04169989    6.09660006    1.61769998 
C        5.66249990    6.25570011   -0.03330000 
H        5.79099989    7.33349991   -0.13339999 
C        4.79610014    5.58220005   -0.89420003 
H        4.23990011    6.15180016   -1.63740003 
C        4.44960022    2.54760003   -3.20810008 
C        3.91269994    1.46169996   -3.91880012 
H        2.96210003    1.01950002   -3.61170006 
C        4.57859993    0.95020002   -5.02519989 
H        4.15460014    0.10970000   -5.57670021 
C        5.80289984    1.49570000   -5.40980005 
H        6.33659983    1.08469999   -6.26789999 
C        6.35400009    2.55850005   -4.69350004 
H        7.31589985    2.97819996   -4.99030018 
C        5.68060017    3.09270000   -3.59470010 
H        6.12120008    3.92059994   -3.03570008 
C        2.59470010    3.89759994   -5.67959976 
H        3.00729990    4.80760002   -5.24510002 
C        3.14599991    3.41090012   -6.86129999 
H        3.96819997    3.94749999   -7.33440018 
C        2.66050005    2.23359990   -7.42799997 
H        3.10700011    1.84599996   -8.34449959 
C        1.60839999    1.54820001   -6.82159996 
H        1.24699998    0.62230003   -7.26819992 
C        1.05289996    2.02780008   -5.64069986 
H        0.23880000    1.48249996   -5.15730000 
C        1.55149996    3.20370007   -5.05340004 
C       -0.35080001    4.97790003   -3.61919999 
C       -0.30860001    5.89150000   -4.67959976 
H        0.49210000    5.84749985   -5.41970015 
C       -1.31739998    6.84490013   -4.80770016 
H       -1.28770006    7.55480003   -5.63590002 
C       -2.36500001    6.88910007   -3.88649988 
H       -3.15580010    7.63219976   -3.99970007 
C       -2.41490006    5.97359991   -2.83509994 
H       -3.25480008    5.98579979   -2.13980007 
C       -1.41600001    5.01630020   -2.70659995 
H       -1.48140001    4.26789999   -1.91320002 
C        2.30830002    4.45009995   -2.50950003 
H        2.82579994    5.18359995   -3.14800000 
H        1.86220002    4.99630022   -1.65789998 
P       -3.61759996   -1.05820000   -3.41820002 
P       -4.53149986    1.42639995   -1.79770005 
C       -5.95599985    1.92420006   -0.78090000 
C       -5.71729994    2.90590000    0.19540000 
H       -4.72739983    3.35349989    0.28729999 
C       -6.72919989    3.30320001    1.06200004 
H       -6.52400017    4.05240011    1.82869995 
C       -7.99959993    2.73469996    0.94739997 
H       -8.80070019    3.04999995    1.61769998 
C       -8.24890041    1.77600002   -0.03330000 
H       -9.24650002    1.34840000   -0.13339999 
C       -7.23229980    1.36240005   -0.89420003 
H       -7.44759989    0.59590000   -1.63740003 
C       -4.43109989    2.57969999   -3.20810008 
C       -3.22230005    2.65759993   -3.91880012 
H       -2.36389995    2.05550003   -3.61170006 
C       -3.11220002    3.49009991   -5.02519989 
H       -2.17230010    3.54320002   -5.57670021 
C       -4.19670010    4.27759981   -5.40980005 
H       -4.10769987    4.94530010   -6.26789999 
C       -5.39270020    4.22349977   -4.69350004 
H       -6.23710012    4.84670019   -4.99030018 
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C       -5.51870012    3.37319994   -3.59470010 
H       -6.45590019    3.34080005   -3.03570008 
C       -4.67280006    0.29820001   -5.67959976 
H       -5.66720009    0.20060000   -5.24510002 
C       -4.52689981    1.01900005   -6.86129999 
H       -5.40269995    1.46280003   -7.33440018 
C       -3.26460004    1.18719995   -7.42799997 
H       -3.15219998    1.76769996   -8.34449959 
C       -2.14499998    0.61879998   -6.82159996 
H       -1.16240001    0.76880002   -7.26819992 
C       -2.28259993   -0.10200000   -5.64069986 
H       -1.40330005   -0.53450000   -5.15730000 
C       -3.55019999   -0.25819999   -5.05340004 
C       -4.13549995   -2.79279995   -3.61919999 
C       -4.94789982   -3.21300006   -4.67959976 
H       -5.31010008   -2.49749994   -5.41970015 
C       -5.26919985   -4.56330013   -4.80770016 
H       -5.89879990   -4.89260006   -5.63590002 
C       -4.78359985   -5.49270010   -3.88649988 
H       -5.03179979   -6.54909992   -3.99970007 
C       -3.96589994   -5.07819986   -2.83509994 
H       -3.55640006   -5.81160021   -2.13980007 
C       -3.63630009   -3.73440003   -2.70659995 
H       -2.95539999   -3.41689992   -1.91320002 
C       -5.00799990   -0.22600000   -2.50950003 
H       -5.90210009   -0.14460000   -3.14800000 
H       -5.25799990   -0.88550001   -1.65789998 
P        2.72519994   -2.60380006   -3.41820002 
P        1.03050005   -4.63759995   -1.79770005 
C        1.31159997   -6.12020016   -0.78090000 
C        0.34200001   -6.40420008    0.19540000 
H       -0.54049999   -5.77080011    0.28729999 
C        0.50389999   -7.47919989    1.06200004 
H       -0.24750000   -7.67619991    1.82869995 
C        1.63150001   -8.29529953    0.94739997 
H        1.75890005   -9.14659977    1.61769998 
C        2.58629990   -8.03180027   -0.03330000 
H        3.45549989   -8.68190002   -0.13339999 
C        2.43630004   -6.94460011   -0.89420003 
H        3.20770001   -6.74779987   -1.63740003 
C       -0.01850000   -5.12729979   -3.20810008 
C       -0.69040000   -4.11940002   -3.91880012 
H       -0.59820002   -3.07500005   -3.61170006 
C       -1.46640003   -4.44029999   -5.02519989 
H       -1.98230004   -3.65280008   -5.57670021 
C       -1.60609996   -5.77330017   -5.40980005 
H       -2.22889996   -6.03000021   -6.26789999 
C       -0.96130002   -6.78200006   -4.69350004 
H       -1.07879996   -7.82480001   -4.99030018 
C       -0.16200000   -6.46589994   -3.59470010 
H        0.33480000   -7.26140022   -3.03570008 
C        2.07809997   -4.19589996   -5.67959976 
H        2.65989995   -5.00820017   -5.24510002 
C        1.38100004   -4.42999983   -6.86129999 
H        1.43449998   -5.41029978   -7.33440018 
C        0.60409999   -3.42079997   -7.42799997 
H        0.04520000   -3.61369991   -8.34449959 
C        0.53659999   -2.16700006   -6.82159996 
H       -0.08460000   -1.39110005   -7.26819992 
C        1.22959995   -1.92579997   -5.64069986 
H        1.16450000   -0.94800001   -5.15730000 
C        1.99880004   -2.94549990   -5.05340004 
C        4.48640013   -2.18510008   -3.61919999 
C        5.25649977   -2.67849994   -4.67959976 
H        4.81799984   -3.34990001   -5.41970015 
C        6.58650017   -2.28160000   -4.80770016 
H        7.18650007   -2.66230011   -5.63590002 
C        7.14870024   -1.39639997   -3.88649988 
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H        8.18750000   -1.08309996   -3.99970007 
C        6.38079977   -0.89539999   -2.83509994 
H        6.81120014   -0.17420000   -2.13980007 
C        5.05219984   -1.28190005   -2.70659995 
H        4.43690014   -0.85100001   -1.91320002 
C        2.69970012   -4.22399998   -2.50950003 
H        3.07629991   -5.03900003   -3.14800000 
H        3.39580011   -4.11079979   -1.65789998 
307 
Cu13(dppm)6 q= +5 
Cu       0.00000000    0.00000000    0.00000000 
Cu      -0.01210000   -1.47790003    1.90520000 
Cu       2.11899996   -1.17250001    0.52480000 
Cu      -1.27380002    0.74940002    1.90520000 
Cu      -2.07489991   -1.24880004    0.52480000 
Cu       1.28590000    0.72839999    1.90520000 
Cu      -0.04400000    2.42140007    0.52480000 
Cu      -0.01210000    1.47790003   -1.90520000 
Cu       2.11899996    1.17250001   -0.52480000 
Cu      -1.27380002   -0.74940002   -1.90520000 
Cu      -2.07489991    1.24880004   -0.52480000 
Cu       1.28590000   -0.72839999   -1.90520000 
Cu      -0.04400000   -2.42140007   -0.52480000 
P        0.53090000   -3.33690000    3.06870008 
P        3.19370008   -2.84699988    1.68910003 
C        4.45069981   -3.74519992    0.73780000 
C        5.30660009   -2.95799994   -0.04380000 
H        5.19479990   -1.87479997   -0.03650000 
C        6.26219988   -3.55170012   -0.85810000 
H        6.90450001   -2.93169999   -1.48430002 
C        6.38549995   -4.94280005   -0.87390000 
H        7.13749981   -5.41629982   -1.50689995 
C        5.56220007   -5.72870016   -0.06720000 
H        5.68319988   -6.81269979   -0.06120000 
C        4.59030008   -5.13649988    0.73809999 
H        3.94740009   -5.76630020    1.35060000 
C        4.02899981   -2.37540007    3.23469996 
C        3.48449993   -1.35679996    4.02419996 
H        2.58590007   -0.84009999    3.67869997 
C        4.08239985   -1.00730002    5.22720003 
H        3.66400003   -0.20649999    5.83820009 
C        5.23519993   -1.67279994    5.64529991 
H        5.71260023   -1.39359999    6.58570004 
C        5.78480005   -2.68689990    4.86170006 
H        6.68959999   -3.20160007    5.18739986 
C        5.18839979   -3.04060006    3.65249991 
H        5.63950014   -3.81929994    3.03530002 
C        2.07739997   -3.90910006    5.37120008 
H        2.57610011   -4.69689989    4.80989981 
C        2.47519994   -3.67610002    6.68289995 
H        3.26690006   -4.28270006    7.12360001 
C        1.85619998   -2.67659998    7.43109989 
H        2.15949988   -2.50189996    8.46380043 
C        0.84090000   -1.91050005    6.86129999 
H        0.33390000   -1.16159999    7.46220016 
C        0.46239999   -2.10980010    5.53889990 
H       -0.31150001   -1.48199999    5.09140015 
C        1.07760000   -3.12050009    4.78770018 
C       -0.79390001   -4.58339977    3.10859990 
C       -0.85350001   -5.55350018    4.11549997 
H       -0.06710000   -5.62370014    4.86870003 
C       -1.95260000   -6.40649986    4.18610001 
H       -2.00519991   -7.15600014    4.97749996 
C       -2.99399996   -6.28919983    3.26419997 
H       -3.86380005   -6.94339991    3.34060001 
C       -2.93239999   -5.32880020    2.25309992 
H       -3.75999999   -5.22980022    1.54970002 
C       -1.83710003   -4.47730017    2.18009996 
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H       -1.79690003   -3.68840003    1.41859996 
C        1.95589995   -4.12599993    2.19790006 
H        2.40529990   -4.93209982    2.79640007 
H        1.53939998   -4.57210016    1.27980006 
P       -3.15529990    1.20869994    3.06870008 
P       -4.06239986   -1.34230006    1.68910003 
C       -5.46880007   -1.98179996    0.73780000 
C       -5.21500015   -3.11669993   -0.04380000 
H       -4.22100019   -3.56139994   -0.03650000 
C       -6.20690012   -3.64739990   -0.85810000 
H       -5.99119997   -4.51359987   -1.48430002 
C       -7.47329998   -3.05870008   -0.87390000 
H       -8.25940037   -3.47309995   -1.50689995 
C       -7.74219990   -1.95260000   -0.06720000 
H       -8.74160004   -1.51549995   -0.06120000 
C       -6.74350023   -1.40709996    0.73809999 
H       -6.96750021   -0.53539997    1.35060000 
C       -4.07159996   -2.30150008    3.23469996 
C       -2.91729999   -2.33929992    4.02419996 
H       -2.02049994   -1.81939995    3.67869997 
C       -2.91359997   -3.03180003    5.22720003 
H       -2.01079988   -3.06979990    5.83820009 
C       -4.06629992   -3.69740009    5.64529991 
H       -4.06320000   -4.25040007    6.58570004 
C       -5.21929979   -3.66630006    4.86170006 
H       -6.11749983   -4.19259977    5.18739986 
C       -5.22749996   -2.97300005    3.65249991 
H       -6.12729979   -2.97429991    3.03530002 
C       -4.42409992    0.15539999    5.37120008 
H       -5.35570002    0.11750000    4.80989981 
C       -4.42119980   -0.30550000    6.68289995 
H       -5.34229994   -0.68790001    7.12360001 
C       -3.24609995   -0.26920000    7.43109989 
H       -3.24640012   -0.61919999    8.46380043 
C       -2.07500005    0.22700000    6.86129999 
H       -1.17289996    0.29159999    7.46220016 
C       -2.05830002    0.65439999    5.53889990 
H       -1.12769997    1.01069999    5.09140015 
C       -3.24119997    0.62699997    4.78770018 
C       -3.57240009    2.97919989    3.10859990 
C       -4.38269997    3.51589990    4.11549997 
H       -4.83669996    2.86989999    4.86870003 
C       -4.57189989    4.89429998    4.18610001 
H       -5.19469976    5.31459999    4.97749996 
C       -3.94959998    5.73750019    3.26419997 
H       -4.08129978    6.81790018    3.34060001 
C       -3.14870000    5.20389986    2.25309992 
H       -2.64910007    5.87109995    1.54970002 
C       -2.95889997    3.82960010    2.18009996 
H       -2.29579997    3.40039992    1.41859996 
C       -4.55109978    0.36910000    2.19790006 
H       -5.47399998    0.38299999    2.79640007 
H       -4.72930002    0.95289999    1.27980006 
P        2.62439990    2.12820005    3.06870008 
P        0.86870003    4.18930006    1.68910003 
C        1.01810002    5.72700024    0.73780000 
C       -0.09160000    6.07460022   -0.04380000 
H       -0.97380000    5.43620014   -0.03650000 
C       -0.05530000    7.19899988   -0.85810000 
H       -0.91329998    7.44530010   -1.48430002 
C        1.08780003    8.00139999   -0.87390000 
H        1.12189996    8.88939953   -1.50689995 
C        2.18009996    7.68130016   -0.06720000 
H        3.05839992    8.32810020   -0.06120000 
C        2.15319991    6.54360008    0.73809999 
H        3.01999998    6.30170012    1.35060000 
C        0.04260000    4.67689991    3.23469996 
C       -0.56730002    3.69610000    4.02419996 
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H       -0.56540000    2.65949988    3.67869997 
C       -1.16880000    4.03910017    5.22720003 
H       -1.65310001    3.27640009    5.83820009 
C       -1.16890001    5.37020016    5.64529991 
H       -1.64940000    5.64400005    6.58570004 
C       -0.56550002    6.35319996    4.86170006 
H       -0.57209998    7.39419985    5.18739986 
C        0.03910000    6.01359987    3.65249991 
H        0.48789999    6.79360008    3.03530002 
C        2.34660006    3.75370002    5.37120008 
H        2.77959991    4.57940006    4.80989981 
C        1.94599998    3.98160005    6.68289995 
H        2.07540011    4.97049999    7.12360001 
C        1.38989997    2.94580007    7.43109989 
H        1.08690000    3.12109995    8.46380043 
C        1.23399997    1.68350005    6.86129999 
H        0.83899999    0.87000000    7.46220016 
C        1.59590006    1.45529997    5.53889990 
H        1.43920004    0.47130001    5.09140015 
C        2.16359997    2.49349999    4.78770018 
C        4.36630011    1.60420001    3.10859990 
C        5.23619986    2.03760004    4.11549997 
H        4.90380001    2.75379992    4.86870003 
C        6.52449989    1.51220000    4.18610001 
H        7.19990015    1.84140003    4.97749996 
C        6.94360018    0.55170000    3.26419997 
H        7.94509983    0.12549999    3.34060001 
C        6.08109999    0.12490000    2.25309992 
H        6.40910006   -0.64139998    1.54970002 
C        4.79600000    0.64770001    2.18009996 
H        4.09270000    0.28799999    1.41859996 
C        2.59520006    3.75690007    2.19790006 
H        3.06859994    4.54909992    2.79640007 
H        3.18989992    3.61929989    1.27980006 
P        0.53090000    3.33690000   -3.06870008 
P        3.19370008    2.84699988   -1.68910003 
C        4.45069981    3.74519992   -0.73780000 
C        5.30660009    2.95799994    0.04380000 
H        5.19479990    1.87479997    0.03650000 
C        6.26219988    3.55170012    0.85810000 
H        6.90450001    2.93169999    1.48430002 
C        6.38549995    4.94280005    0.87390000 
H        7.13749981    5.41629982    1.50689995 
C        5.56220007    5.72870016    0.06720000 
H        5.68319988    6.81269979    0.06120000 
C        4.59030008    5.13649988   -0.73809999 
H        3.94740009    5.76630020   -1.35060000 
C        4.02899981    2.37540007   -3.23469996 
C        3.48449993    1.35679996   -4.02419996 
H        2.58590007    0.84009999   -3.67869997 
C        4.08239985    1.00730002   -5.22720003 
H        3.66400003    0.20649999   -5.83820009 
C        5.23519993    1.67279994   -5.64529991 
H        5.71260023    1.39359999   -6.58570004 
C        5.78480005    2.68689990   -4.86170006 
H        6.68959999    3.20160007   -5.18739986 
C        5.18839979    3.04060006   -3.65249991 
H        5.63950014    3.81929994   -3.03530002 
C        2.07739997    3.90910006   -5.37120008 
H        2.57610011    4.69689989   -4.80989981 
C        2.47519994    3.67610002   -6.68289995 
H        3.26690006    4.28270006   -7.12360001 
C        1.85619998    2.67659998   -7.43109989 
H        2.15949988    2.50189996   -8.46380043 
C        0.84090000    1.91050005   -6.86129999 
H        0.33390000    1.16159999   -7.46220016 
C        0.46239999    2.10980010   -5.53889990 
H       -0.31150001    1.48199999   -5.09140015 
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C        1.07760000    3.12050009   -4.78770018 
C       -0.79390001    4.58339977   -3.10859990 
C       -0.85350001    5.55350018   -4.11549997 
H       -0.06710000    5.62370014   -4.86870003 
C       -1.95260000    6.40649986   -4.18610001 
H       -2.00519991    7.15600014   -4.97749996 
C       -2.99399996    6.28919983   -3.26419997 
H       -3.86380005    6.94339991   -3.34060001 
C       -2.93239999    5.32880020   -2.25309992 
H       -3.75999999    5.22980022   -1.54970002 
C       -1.83710003    4.47730017   -2.18009996 
H       -1.79690003    3.68840003   -1.41859996 
C        1.95589995    4.12599993   -2.19790006 
H        2.40529990    4.93209982   -2.79640007 
H        1.53939998    4.57210016   -1.27980006 
P       -3.15529990   -1.20869994   -3.06870008 
P       -4.06239986    1.34230006   -1.68910003 
C       -5.46880007    1.98179996   -0.73780000 
C       -5.21500015    3.11669993    0.04380000 
H       -4.22100019    3.56139994    0.03650000 
C       -6.20690012    3.64739990    0.85810000 
H       -5.99119997    4.51359987    1.48430002 
C       -7.47329998    3.05870008    0.87390000 
H       -8.25940037    3.47309995    1.50689995 
C       -7.74219990    1.95260000    0.06720000 
H       -8.74160004    1.51549995    0.06120000 
C       -6.74350023    1.40709996   -0.73809999 
H       -6.96750021    0.53539997   -1.35060000 
C       -4.07159996    2.30150008   -3.23469996 
C       -2.91729999    2.33929992   -4.02419996 
H       -2.02049994    1.81939995   -3.67869997 
C       -2.91359997    3.03180003   -5.22720003 
H       -2.01079988    3.06979990   -5.83820009 
C       -4.06629992    3.69740009   -5.64529991 
H       -4.06320000    4.25040007   -6.58570004 
C       -5.21929979    3.66630006   -4.86170006 
H       -6.11749983    4.19259977   -5.18739986 
C       -5.22749996    2.97300005   -3.65249991 
H       -6.12729979    2.97429991   -3.03530002 
C       -4.42409992   -0.15539999   -5.37120008 
H       -5.35570002   -0.11750000   -4.80989981 
C       -4.42119980    0.30550000   -6.68289995 
H       -5.34229994    0.68790001   -7.12360001 
C       -3.24609995    0.26920000   -7.43109989 
H       -3.24640012    0.61919999   -8.46380043 
C       -2.07500005   -0.22700000   -6.86129999 
H       -1.17289996   -0.29159999   -7.46220016 
C       -2.05830002   -0.65439999   -5.53889990 
H       -1.12769997   -1.01069999   -5.09140015 
C       -3.24119997   -0.62699997   -4.78770018 
C       -3.57240009   -2.97919989   -3.10859990 
C       -4.38269997   -3.51589990   -4.11549997 
H       -4.83669996   -2.86989999   -4.86870003 
C       -4.57189989   -4.89429998   -4.18610001 
H       -5.19469976   -5.31459999   -4.97749996 
C       -3.94959998   -5.73750019   -3.26419997 
H       -4.08129978   -6.81790018   -3.34060001 
C       -3.14870000   -5.20389986   -2.25309992 
H       -2.64910007   -5.87109995   -1.54970002 
C       -2.95889997   -3.82960010   -2.18009996 
H       -2.29579997   -3.40039992   -1.41859996 
C       -4.55109978   -0.36910000   -2.19790006 
H       -5.47399998   -0.38299999   -2.79640007 
H       -4.72930002   -0.95289999   -1.27980006 
P        2.62439990   -2.12820005   -3.06870008 
P        0.86870003   -4.18930006   -1.68910003 
C        1.01810002   -5.72700024   -0.73780000 
C       -0.09160000   -6.07460022    0.04380000 
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H       -0.97380000   -5.43620014    0.03650000 
C       -0.05530000   -7.19899988    0.85810000 
H       -0.91329998   -7.44530010    1.48430002 
C        1.08780003   -8.00139999    0.87390000 
H        1.12189996   -8.88939953    1.50689995 
C        2.18009996   -7.68130016    0.06720000 
H        3.05839992   -8.32810020    0.06120000 
C        2.15319991   -6.54360008   -0.73809999 
H        3.01999998   -6.30170012   -1.35060000 
C        0.04260000   -4.67689991   -3.23469996 
C       -0.56730002   -3.69610000   -4.02419996 
H       -0.56540000   -2.65949988   -3.67869997 
C       -1.16880000   -4.03910017   -5.22720003 
H       -1.65310001   -3.27640009   -5.83820009 
C       -1.16890001   -5.37020016   -5.64529991 
H       -1.64940000   -5.64400005   -6.58570004 
C       -0.56550002   -6.35319996   -4.86170006 
H       -0.57209998   -7.39419985   -5.18739986 
C        0.03910000   -6.01359987   -3.65249991 
H        0.48789999   -6.79360008   -3.03530002 
C        2.34660006   -3.75370002   -5.37120008 
H        2.77959991   -4.57940006   -4.80989981 
C        1.94599998   -3.98160005   -6.68289995 
H        2.07540011   -4.97049999   -7.12360001 
C        1.38989997   -2.94580007   -7.43109989 
H        1.08690000   -3.12109995   -8.46380043 
C        1.23399997   -1.68350005   -6.86129999 
H        0.83899999   -0.87000000   -7.46220016 
C        1.59590006   -1.45529997   -5.53889990 
H        1.43920004   -0.47130001   -5.09140015 
C        2.16359997   -2.49349999   -4.78770018 
C        4.36630011   -1.60420001   -3.10859990 
C        5.23619986   -2.03760004   -4.11549997 
H        4.90380001   -2.75379992   -4.86870003 
C        6.52449989   -1.51220000   -4.18610001 
H        7.19990015   -1.84140003   -4.97749996 
C        6.94360018   -0.55170000   -3.26419997 
H        7.94509983   -0.12549999   -3.34060001 
C        6.08109999   -0.12490000   -2.25309992 
H        6.40910006    0.64139998   -1.54970002 
C        4.79600000   -0.64770001   -2.18009996 
H        4.09270000   -0.28799999   -1.41859996 
C        2.59520006   -3.75690007   -2.19790006 
H        3.06859994   -4.54909992   -2.79640007 
H        3.18989992   -3.61929989   -1.27980006 
307 
Au13(dppm)6 q= +3 
Au       0.00000000    0.00000000    0.00000000 
Au       0.01180000   -1.63900006    2.22210002 
Au       2.71059990   -1.22800004    0.52620000 
Au      -1.42530000    0.80919999    2.22210002 
Au      -2.41880012   -1.73339999    0.52620000 
Au       1.41349995    0.82969999    2.22210002 
Au      -0.29179999    2.96140003    0.52620000 
Au       0.01180000    1.63900006   -2.22210002 
Au       2.71059990    1.22800004   -0.52620000 
Au      -1.42530000   -0.80919999   -2.22210002 
Au      -2.41880012    1.73339999   -0.52620000 
Au       1.41349995   -0.82969999   -2.22210002 
Au      -0.29179999   -2.96140003   -0.52620000 
P        0.77359998   -3.53449988    3.29169989 
P        3.44899988   -3.08369994    1.73959994 
C        4.62580013   -4.10169983    0.78810000 
C        5.41989994   -3.41989994   -0.14920001 
H        5.33339977   -2.33730006   -0.24150001 
C        6.28149986   -4.11740017   -0.98640001 
H        6.86689997   -3.57579994   -1.73099995 
C        6.37820005   -5.50640011   -0.87760001 
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H        7.05639982   -6.05919981   -1.52890003 
C        5.61420012   -6.18550014    0.06960000 
H        5.70079994   -7.26779985    0.16450000 
C        4.73320007   -5.49149990    0.89829999 
H        4.12410021   -6.04850006    1.60880005 
C        4.35949993   -2.47620010    3.20280004 
C        3.80669999   -1.41470003    3.93580008 
H        2.86050010   -0.96910000    3.62249994 
C        4.46420002   -0.91890001    5.05490017 
H        4.02650023   -0.09250000    5.61759996 
C        5.69280005   -1.45799994    5.43419981 
H        6.22009993   -1.05569994    6.30009985 
C        6.25600004   -2.50099993    4.69880009 
H        7.22219992   -2.91599989    4.98929977 
C        5.59310007   -3.01780009    3.58500004 
H        6.04549980   -3.82719994    3.00900006 
C        2.48950005   -3.90179992    5.53020000 
H        2.91249990   -4.77050018    5.02699995 
C        3.04010010   -3.49780011    6.74319983 
H        3.87249994   -4.05569983    7.17259979 
C        2.54649997   -2.36750007    7.39109993 
H        2.99359989   -2.03810000    8.32960033 
C        1.49119997   -1.64870000    6.83209991 
H        1.12769997   -0.75610000    7.33769989 
C        0.93760002   -2.04430008    5.61920023 
H        0.13880000   -1.46210003    5.15600014 
C        1.44130003   -3.17260003    4.95380020 
C       -0.42680001   -4.89909983    3.47729993 
C       -0.31880000   -5.83960009    4.50850010 
H        0.50190002   -5.78739977    5.22469997 
C       -1.29180002   -6.82810020    4.64690018 
H       -1.21010005   -7.55530024    5.45520020 
C       -2.37430000   -6.87739992    3.76799989 
H       -3.14140010   -7.64279985    3.89319992 
C       -2.48729992   -5.93660021    2.74530005 
H       -3.35080004   -5.95069981    2.07940006 
C       -1.52079999   -4.94780016    2.60220003 
H       -1.63059998   -4.18650007    1.82850003 
C        2.19120002   -4.29769993    2.36999989 
H        2.66319990   -5.07889986    2.98600006 
H        1.74450004   -4.78410006    1.48409998 
P       -3.44779992    1.09730005    3.29169989 
P       -4.39499998   -1.44509995    1.73959994 
C       -5.86509991   -1.95519996    0.78810000 
C       -5.67170000   -2.98379993   -0.14920001 
H       -4.69089985   -3.45020008   -0.24150001 
C       -6.70660019   -3.38129997   -0.98640001 
H       -6.53020000   -4.15899992   -1.73099995 
C       -7.95769978   -2.77049994   -0.87760001 
H       -8.77569962   -3.08139992   -1.52890003 
C       -8.16390038   -1.76929998    0.06960000 
H       -9.14449978   -1.30320001    0.16450000 
C       -7.12239981   -1.35339999    0.89829999 
H       -7.30019999   -0.54740000    1.60880005 
C       -4.32420015   -2.53740001    3.20280004 
C       -3.12849998   -2.58940005    3.93580008 
H       -2.26950002   -1.99269998    3.62249994 
C       -3.02780008   -3.40669990    5.05490017 
H       -2.09330010   -3.44079995    5.61759996 
C       -4.10909986   -4.20109987    5.43419981 
H       -4.02430010   -4.85900021    6.30009985 
C       -5.29390001   -4.16739988    4.69880009 
H       -6.13640022   -4.79670000    4.98929977 
C       -5.41009998   -3.33489990    3.58500004 
H       -6.33720016   -3.32200003    3.00900006 
C       -4.62379980   -0.20500000    5.53020000 
H       -5.58769989   -0.13710000    5.02699995 
C       -4.54920006   -0.88389999    6.74319983 
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H       -5.44859982   -1.32579994    7.17259979 
C       -3.32360005   -1.02160001    7.39109993 
H       -3.26180005   -1.57340002    8.32960033 
C       -2.17339993   -0.46709999    6.83209991 
H       -1.21870005   -0.59859997    7.33769989 
C       -2.23920012    0.21020000    5.61920023 
H       -1.33560002    0.61080003    5.15600014 
C       -3.46819997    0.33809999    4.95380020 
C       -4.02930021    2.81920004    3.47729993 
C       -4.89779997    3.19589996    4.50850010 
H       -5.26300001    2.45910001    5.22469997 
C       -5.26739979    4.53280020    4.64690018 
H       -5.93800020    4.82560015    5.45520020 
C       -4.76879978    5.49490023    3.76799989 
H       -5.04820013    6.54190016    3.89319992 
C       -3.89759994    5.12239981    2.74530005 
H       -3.47810006    5.87729979    2.07940006 
C       -3.52449989    3.79099989    2.60220003 
H       -2.81030011    3.50539994    1.82850003 
C       -4.81759977    0.25119999    2.36999989 
H       -5.73000002    0.23310000    2.98600006 
H       -5.01539993    0.88129997    1.48409998 
P        2.67420006    2.43720007    3.29169989 
P        0.94610000    4.52869987    1.73959994 
C        1.23930001    6.05690002    0.78810000 
C        0.25180000    6.40369987   -0.14920001 
H       -0.64260000    5.78749990   -0.24150001 
C        0.42500001    7.49870014   -0.98640001 
H       -0.33669999    7.73479986   -1.73099995 
C        1.57959998    8.27680016   -0.87760001 
H        1.71930003    9.14060020   -1.52890003 
C        2.54970002    7.95480013    0.06960000 
H        3.44370008    8.57100010    0.16450000 
C        2.38910007    6.84480000    0.89829999 
H        3.17610002    6.59579992    1.60880005 
C       -0.03530000    5.01350021    3.20280004 
C       -0.67820001    4.00400019    3.93580008 
H       -0.59100002    2.96180010    3.62249994 
C       -1.43630004    4.32550001    5.05490017 
H       -1.93320000    3.53329992    5.61759996 
C       -1.58369994    5.65910006    5.43419981 
H       -2.19580007    5.91459990    6.30009985 
C       -0.96210003    6.66830015    4.69880009 
H       -1.08580005    7.71260023    4.98929977 
C       -0.18310000    6.35270023    3.58500004 
H        0.29170001    7.14919996    3.00900006 
C        2.13439989    4.10690022    5.53020000 
H        2.67510009    4.90759993    5.02699995 
C        1.50919998    4.38170004    6.74319983 
H        1.57609999    5.38149977    7.17259979 
C        0.77710003    3.38910007    7.39109993 
H        0.26830000    3.61150002    8.32960033 
C        0.68220001    2.11579990    6.83209991 
H        0.09100000    1.35469997    7.33769989 
C        1.30170000    1.83410001    5.61920023 
H        1.19679999    0.85130000    5.15600014 
C        2.02690005    2.83450007    4.95380020 
C        4.45620012    2.07990003    3.47729993 
C        5.21659994    2.64369988    4.50850010 
H        4.76109982    3.32830000    5.22469997 
C        6.55919981    2.29530001    4.64690018 
H        7.14809990    2.72970009    5.45520020 
C        7.14319992    1.38250005    3.76799989 
H        8.18959999    1.10090005    3.89319992 
C        6.38490009    0.81419998    2.74530005 
H        6.82889986    0.07350000    2.07940006 
C        5.04540014    1.15680003    2.60220003 
H        4.44099998    0.68110001    1.82850003 
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C        2.62639999    4.04650021    2.36999989 
H        3.06680012    4.84579992    2.98600006 
H        3.27090001    3.90289998    1.48409998 
P        0.77359998    3.53449988   -3.29169989 
P        3.44899988    3.08369994   -1.73959994 
C        4.62580013    4.10169983   -0.78810000 
C        5.41989994    3.41989994    0.14920001 
H        5.33339977    2.33730006    0.24150001 
C        6.28149986    4.11740017    0.98640001 
H        6.86689997    3.57579994    1.73099995 
C        6.37820005    5.50640011    0.87760001 
H        7.05639982    6.05919981    1.52890003 
C        5.61420012    6.18550014   -0.06960000 
H        5.70079994    7.26779985   -0.16450000 
C        4.73320007    5.49149990   -0.89829999 
H        4.12410021    6.04850006   -1.60880005 
C        4.35949993    2.47620010   -3.20280004 
C        3.80669999    1.41470003   -3.93580008 
H        2.86050010    0.96910000   -3.62249994 
C        4.46420002    0.91890001   -5.05490017 
H        4.02650023    0.09250000   -5.61759996 
C        5.69280005    1.45799994   -5.43419981 
H        6.22009993    1.05569994   -6.30009985 
C        6.25600004    2.50099993   -4.69880009 
H        7.22219992    2.91599989   -4.98929977 
C        5.59310007    3.01780009   -3.58500004 
H        6.04549980    3.82719994   -3.00900006 
C        2.48950005    3.90179992   -5.53020000 
H        2.91249990    4.77050018   -5.02699995 
C        3.04010010    3.49780011   -6.74319983 
H        3.87249994    4.05569983   -7.17259979 
C        2.54649997    2.36750007   -7.39109993 
H        2.99359989    2.03810000   -8.32960033 
C        1.49119997    1.64870000   -6.83209991 
H        1.12769997    0.75610000   -7.33769989 
C        0.93760002    2.04430008   -5.61920023 
H        0.13880000    1.46210003   -5.15600014 
C        1.44130003    3.17260003   -4.95380020 
C       -0.42680001    4.89909983   -3.47729993 
C       -0.31880000    5.83960009   -4.50850010 
H        0.50190002    5.78739977   -5.22469997 
C       -1.29180002    6.82810020   -4.64690018 
H       -1.21010005    7.55530024   -5.45520020 
C       -2.37430000    6.87739992   -3.76799989 
H       -3.14140010    7.64279985   -3.89319992 
C       -2.48729992    5.93660021   -2.74530005 
H       -3.35080004    5.95069981   -2.07940006 
C       -1.52079999    4.94780016   -2.60220003 
H       -1.63059998    4.18650007   -1.82850003 
C        2.19120002    4.29769993   -2.36999989 
H        2.66319990    5.07889986   -2.98600006 
H        1.74450004    4.78410006   -1.48409998 
P       -3.44779992   -1.09730005   -3.29169989 
P       -4.39499998    1.44509995   -1.73959994 
C       -5.86509991    1.95519996   -0.78810000 
C       -5.67170000    2.98379993    0.14920001 
H       -4.69089985    3.45020008    0.24150001 
C       -6.70660019    3.38129997    0.98640001 
H       -6.53020000    4.15899992    1.73099995 
C       -7.95769978    2.77049994    0.87760001 
H       -8.77569962    3.08139992    1.52890003 
C       -8.16390038    1.76929998   -0.06960000 
H       -9.14449978    1.30320001   -0.16450000 
C       -7.12239981    1.35339999   -0.89829999 
H       -7.30019999    0.54740000   -1.60880005 
C       -4.32420015    2.53740001   -3.20280004 
C       -3.12849998    2.58940005   -3.93580008 
H       -2.26950002    1.99269998   -3.62249994 
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C       -3.02780008    3.40669990   -5.05490017 
H       -2.09330010    3.44079995   -5.61759996 
C       -4.10909986    4.20109987   -5.43419981 
H       -4.02430010    4.85900021   -6.30009985 
C       -5.29390001    4.16739988   -4.69880009 
H       -6.13640022    4.79670000   -4.98929977 
C       -5.41009998    3.33489990   -3.58500004 
H       -6.33720016    3.32200003   -3.00900006 
C       -4.62379980    0.20500000   -5.53020000 
H       -5.58769989    0.13710000   -5.02699995 
C       -4.54920006    0.88389999   -6.74319983 
H       -5.44859982    1.32579994   -7.17259979 
C       -3.32360005    1.02160001   -7.39109993 
H       -3.26180005    1.57340002   -8.32960033 
C       -2.17339993    0.46709999   -6.83209991 
H       -1.21870005    0.59859997   -7.33769989 
C       -2.23920012   -0.21020000   -5.61920023 
H       -1.33560002   -0.61080003   -5.15600014 
C       -3.46819997   -0.33809999   -4.95380020 
C       -4.02930021   -2.81920004   -3.47729993 
C       -4.89779997   -3.19589996   -4.50850010 
H       -5.26300001   -2.45910001   -5.22469997 
C       -5.26739979   -4.53280020   -4.64690018 
H       -5.93800020   -4.82560015   -5.45520020 
C       -4.76879978   -5.49490023   -3.76799989 
H       -5.04820013   -6.54190016   -3.89319992 
C       -3.89759994   -5.12239981   -2.74530005 
H       -3.47810006   -5.87729979   -2.07940006 
C       -3.52449989   -3.79099989   -2.60220003 
H       -2.81030011   -3.50539994   -1.82850003 
C       -4.81759977   -0.25119999   -2.36999989 
H       -5.73000002   -0.23310000   -2.98600006 
H       -5.01539993   -0.88129997   -1.48409998 
P        2.67420006   -2.43720007   -3.29169989 
P        0.94610000   -4.52869987   -1.73959994 
C        1.23930001   -6.05690002   -0.78810000 
C        0.25180000   -6.40369987    0.14920001 
H       -0.64260000   -5.78749990    0.24150001 
C        0.42500001   -7.49870014    0.98640001 
H       -0.33669999   -7.73479986    1.73099995 
C        1.57959998   -8.27680016    0.87760001 
H        1.71930003   -9.14060020    1.52890003 
C        2.54970002   -7.95480013   -0.06960000 
H        3.44370008   -8.57100010   -0.16450000 
C        2.38910007   -6.84480000   -0.89829999 
H        3.17610002   -6.59579992   -1.60880005 
C       -0.03530000   -5.01350021   -3.20280004 
C       -0.67820001   -4.00400019   -3.93580008 
H       -0.59100002   -2.96180010   -3.62249994 
C       -1.43630004   -4.32550001   -5.05490017 
H       -1.93320000   -3.53329992   -5.61759996 
C       -1.58369994   -5.65910006   -5.43419981 
H       -2.19580007   -5.91459990   -6.30009985 
C       -0.96210003   -6.66830015   -4.69880009 
H       -1.08580005   -7.71260023   -4.98929977 
C       -0.18310000   -6.35270023   -3.58500004 
H        0.29170001   -7.14919996   -3.00900006 
C        2.13439989   -4.10690022   -5.53020000 
H        2.67510009   -4.90759993   -5.02699995 
C        1.50919998   -4.38170004   -6.74319983 
H        1.57609999   -5.38149977   -7.17259979 
C        0.77710003   -3.38910007   -7.39109993 
H        0.26830000   -3.61150002   -8.32960033 
C        0.68220001   -2.11579990   -6.83209991 
H        0.09100000   -1.35469997   -7.33769989 
C        1.30170000   -1.83410001   -5.61920023 
H        1.19679999   -0.85130000   -5.15600014 
C        2.02690005   -2.83450007   -4.95380020 
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C        4.45620012   -2.07990003   -3.47729993 
C        5.21659994   -2.64369988   -4.50850010 
H        4.76109982   -3.32830000   -5.22469997 
C        6.55919981   -2.29530001   -4.64690018 
H        7.14809990   -2.72970009   -5.45520020 
C        7.14319992   -1.38250005   -3.76799989 
H        8.18959999   -1.10090005   -3.89319992 
C        6.38490009   -0.81419998   -2.74530005 
H        6.82889986   -0.07350000   -2.07940006 
C        5.04540014   -1.15680003   -2.60220003 
H        4.44099998   -0.68110001   -1.82850003 
C        2.62639999   -4.04650021   -2.36999989 
H        3.06680012   -4.84579992   -2.98600006 
H        3.27090001   -3.90289998   -1.48409998 
307 
Ag13(dppm)6 q= +3 
Ag       0.00000000    0.00000000    0.00000000 
Ag       0.00120000   -1.61960006    2.28719997 
Ag       2.57680011   -1.26400006    0.48740000 
Ag      -1.40320003    0.80870003    2.28719997 
Ag      -2.38299990   -1.59959996    0.48740000 
Ag       1.40199995    0.81080002    2.28719997 
Ag      -0.19380000    2.86360002    0.48740000 
Ag       0.00120000    1.61960006   -2.28719997 
Ag       2.57680011    1.26400006   -0.48740000 
Ag      -1.40320003   -0.80870003   -2.28719997 
Ag      -2.38299990    1.59959996   -0.48740000 
Ag       1.40199995   -0.81080002   -2.28719997 
Ag      -0.19380000   -2.86360002   -0.48740000 
P        0.80199999   -3.66810012    3.35220003 
P        3.41980004   -3.18470001    1.80460000 
C        4.63350010   -4.14150000    0.83279997 
C        5.38789988   -3.41939998   -0.10900000 
H        5.28329992   -2.33529997   -0.17240000 
C        6.23689985   -4.07609987   -0.99199998 
H        6.79050016   -3.50359988   -1.73759997 
C        6.35620022   -5.46610022   -0.93190002 
H        7.02010012   -5.98689985   -1.62300003 
C        5.63259983   -6.18629980    0.01640000 
H        5.73670006   -7.26989985    0.07170000 
C        4.76870012   -5.53200006    0.89469999 
H        4.18989992   -6.11929989    1.60619998 
C        4.31599998   -2.49790001    3.24580002 
C        3.72199988   -1.43340003    3.94300008 
H        2.75629997   -1.03680003    3.61859989 
C        4.34770012   -0.88230002    5.05429983 
H        3.87490010   -0.06040000    5.59380007 
C        5.59100008   -1.36479998    5.45930004 
H        6.09380007   -0.91880000    6.31829977 
C        6.19810009   -2.40700006    4.75860023 
H        7.17500019   -2.77870011    5.06969976 
C        5.56419992   -2.98110008    3.65580010 
H        6.04759979   -3.79320002    3.10899997 
C        2.51180005   -3.93670011    5.62470007 
H        2.98320007   -4.78989983    5.13929987 
C        3.03839993   -3.48070002    6.83069992 
H        3.89969993   -3.98490000    7.26949978 
C        2.48110008   -2.37059999    7.46099997 
H        2.90639997   -2.00149989    8.39439964 
C        1.38440001   -1.72619998    6.89039993 
H        0.96190000   -0.85420001    7.38460016 
C        0.85939997   -2.16910005    5.68079996 
H        0.03120000   -1.62829995    5.21549988 
C        1.42799997   -3.27789998    5.03060007 
C       -0.42370000   -5.01109982    3.54150009 
C       -0.35010001   -5.95459986    4.57219982 
H        0.47479999   -5.92990017    5.28569984 
C       -1.35650003   -6.90939999    4.70949984 
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H       -1.30149996   -7.64099979    5.51660013 
C       -2.43759990   -6.92220020    3.82750010 
H       -3.22930002   -7.66260004    3.94950008 
C       -2.51760006   -5.97809982    2.80390000 
H       -3.37899995   -5.96640015    2.13560009 
C       -1.51839995   -5.02169991    2.66490006 
H       -1.60010004   -4.25409985    1.89150000 
C        2.24869990   -4.45669985    2.48810005 
H        2.75729990   -5.18750000    3.13509989 
H        1.82500005   -4.99879980    1.62339997 
P       -3.57769990    1.13950002    3.35220003 
P       -4.46789980   -1.36930001    1.80460000 
C       -5.90339994   -1.94190001    0.83279997 
C       -5.65520000   -2.95630002   -0.10900000 
H       -4.66410017   -3.40779996   -0.17240000 
C       -6.64839983   -3.36330009   -0.99199998 
H       -6.42950010   -4.12900019   -1.73759997 
C       -7.91190004   -2.77160001   -0.93190002 
H       -8.69489956   -3.08620000   -1.62300003 
C       -8.17380047   -1.78480005    0.01640000 
H       -9.16429996   -1.33319998    0.07170000 
C       -7.17519999   -1.36380005    0.89469999 
H       -7.39440012   -0.56889999    1.60619998 
C       -4.32119989   -2.48880005    3.24580002 
C       -3.10229993   -2.50659990    3.94300008 
H       -2.27609992   -1.86860001    3.61859989 
C       -2.93790007   -3.32410002    5.05429983 
H       -1.98969996   -3.32559991    5.59380007 
C       -3.97749996   -4.15950012    5.45930004 
H       -3.84260011   -4.81799984    6.31829977 
C       -5.18359995   -4.16419983    4.75860023 
H       -5.99389982   -4.82429981    5.06969976 
C       -5.36390018   -3.32820010    3.65580010 
H       -6.30880022   -3.34080005    3.10899997 
C       -4.66510010   -0.20690000    5.62470007 
H       -5.63980007   -0.18860000    5.13929987 
C       -4.53359985   -0.89099997    6.83069992 
H       -5.40089989   -1.38469994    7.26949978 
C       -3.29349995   -0.96340001    7.46099997 
H       -3.18659997   -1.51629996    8.39439964 
C       -2.18709993   -0.33579999    6.89039993 
H       -1.22070003   -0.40590000    7.38460016 
C       -2.30819988    0.34020001    5.68079996 
H       -1.42579997    0.78710002    5.21549988 
C       -3.55270004    0.40220001    5.03060007 
C       -4.12790012    2.87249994    3.54150009 
C       -4.98180008    3.28049994    4.57219982 
H       -5.37279987    2.55380011    5.28569984 
C       -5.30550003    4.62949991    4.70949984 
H       -5.96649981    4.94759989    5.51660013 
C       -4.77600002    5.57219982    3.82750010 
H       -5.02129984    6.62790012    3.94950008 
C       -3.91840005    5.16940022    2.80390000 
H       -3.47760010    5.90959978    2.13560009 
C       -3.58969998    3.82579994    2.66490006 
H       -2.88420010    3.51279998    1.89150000 
C       -4.98400021    0.28090000    2.48810005 
H       -5.87120008    0.20580000    3.13509989 
H       -5.24160004    0.91890001    1.62339997 
P        2.77570009    2.52859998    3.35220003 
P        1.04809999    4.55389977    1.80460000 
C        1.26989996    6.08349991    0.83279997 
C        0.26730001    6.37570000   -0.10900000 
H       -0.61919999    5.74319983   -0.17240000 
C        0.41159999    7.43930006   -0.99199998 
H       -0.36109999    7.63259983   -1.73759997 
C        1.55569994    8.23770046   -0.93190002 
H        1.67470002    9.07310009   -1.62300003 
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C        2.54119992    7.97109985    0.01640000 
H        3.42759991    8.60309982    0.07170000 
C        2.40650010    6.89580011    0.89469999 
H        3.20449996    6.68820000    1.60619998 
C        0.00520000    4.98670006    3.24580002 
C       -0.61970001    3.94000006    3.94300008 
H       -0.48019999    2.90549994    3.61859989 
C       -1.40980005    4.20639992    5.05429983 
H       -1.88520002    3.38599992    5.59380007 
C       -1.61350000    5.52440023    5.45930004 
H       -2.25119996    5.73680019    6.31829977 
C       -1.01460004    6.57119989    4.75860023 
H       -1.18099999    7.60309982    5.06969976 
C       -0.20039999    6.30929995    3.65580010 
H        0.26120001    7.13399982    3.10899997 
C        2.15339994    4.14359999    5.62470007 
H        2.65660000    4.97849989    5.13929987 
C        1.49520004    4.37169981    6.83069992 
H        1.50119996    5.36969995    7.26949978 
C        0.81239998    3.33400011    7.46099997 
H        0.28020000    3.51780009    8.39439964 
C        0.80269998    2.06200004    6.89039993 
H        0.25880000    1.26010001    7.38460016 
C        1.44879997    1.82879996    5.68079996 
H        1.39450002    0.84119999    5.21549988 
C        2.12470007    2.87570000    5.03060007 
C        4.55159998    2.13870001    3.54150009 
C        5.33190012    2.67409992    4.57219982 
H        4.89799976    3.37610006    5.28569984 
C        6.66200018    2.27999997    4.70949984 
H        7.26800013    2.69339991    5.51660013 
C        7.21360016    1.35000002    3.82750010 
H        8.25059986    1.03460002    3.94950008 
C        6.43599987    0.80879998    2.80390000 
H        6.85659981    0.05690000    2.13560009 
C        5.10809994    1.19589996    2.66490006 
H        4.48420000    0.74140000    1.89150000 
C        2.73519993    4.17579985    2.48810005 
H        3.11389995    4.98169994    3.13509989 
H        3.41659999    4.07980013    1.62339997 
P        0.80199999    3.66810012   -3.35220003 
P        3.41980004    3.18470001   -1.80460000 
C        4.63350010    4.14150000   -0.83279997 
C        5.38789988    3.41939998    0.10900000 
H        5.28329992    2.33529997    0.17240000 
C        6.23689985    4.07609987    0.99199998 
H        6.79050016    3.50359988    1.73759997 
C        6.35620022    5.46610022    0.93190002 
H        7.02010012    5.98689985    1.62300003 
C        5.63259983    6.18629980   -0.01640000 
H        5.73670006    7.26989985   -0.07170000 
C        4.76870012    5.53200006   -0.89469999 
H        4.18989992    6.11929989   -1.60619998 
C        4.31599998    2.49790001   -3.24580002 
C        3.72199988    1.43340003   -3.94300008 
H        2.75629997    1.03680003   -3.61859989 
C        4.34770012    0.88230002   -5.05429983 
H        3.87490010    0.06040000   -5.59380007 
C        5.59100008    1.36479998   -5.45930004 
H        6.09380007    0.91880000   -6.31829977 
C        6.19810009    2.40700006   -4.75860023 
H        7.17500019    2.77870011   -5.06969976 
C        5.56419992    2.98110008   -3.65580010 
H        6.04759979    3.79320002   -3.10899997 
C        2.51180005    3.93670011   -5.62470007 
H        2.98320007    4.78989983   -5.13929987 
C        3.03839993    3.48070002   -6.83069992 
H        3.89969993    3.98490000   -7.26949978 
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C        2.48110008    2.37059999   -7.46099997 
H        2.90639997    2.00149989   -8.39439964 
C        1.38440001    1.72619998   -6.89039993 
H        0.96190000    0.85420001   -7.38460016 
C        0.85939997    2.16910005   -5.68079996 
H        0.03120000    1.62829995   -5.21549988 
C        1.42799997    3.27789998   -5.03060007 
C       -0.42370000    5.01109982   -3.54150009 
C       -0.35010001    5.95459986   -4.57219982 
H        0.47479999    5.92990017   -5.28569984 
C       -1.35650003    6.90939999   -4.70949984 
H       -1.30149996    7.64099979   -5.51660013 
C       -2.43759990    6.92220020   -3.82750010 
H       -3.22930002    7.66260004   -3.94950008 
C       -2.51760006    5.97809982   -2.80390000 
H       -3.37899995    5.96640015   -2.13560009 
C       -1.51839995    5.02169991   -2.66490006 
H       -1.60010004    4.25409985   -1.89150000 
C        2.24869990    4.45669985   -2.48810005 
H        2.75729990    5.18750000   -3.13509989 
H        1.82500005    4.99879980   -1.62339997 
P       -3.57769990   -1.13950002   -3.35220003 
P       -4.46789980    1.36930001   -1.80460000 
C       -5.90339994    1.94190001   -0.83279997 
C       -5.65520000    2.95630002    0.10900000 
H       -4.66410017    3.40779996    0.17240000 
C       -6.64839983    3.36330009    0.99199998 
H       -6.42950010    4.12900019    1.73759997 
C       -7.91190004    2.77160001    0.93190002 
H       -8.69489956    3.08620000    1.62300003 
C       -8.17380047    1.78480005   -0.01640000 
H       -9.16429996    1.33319998   -0.07170000 
C       -7.17519999    1.36380005   -0.89469999 
H       -7.39440012    0.56889999   -1.60619998 
C       -4.32119989    2.48880005   -3.24580002 
C       -3.10229993    2.50659990   -3.94300008 
H       -2.27609992    1.86860001   -3.61859989 
C       -2.93790007    3.32410002   -5.05429983 
H       -1.98969996    3.32559991   -5.59380007 
C       -3.97749996    4.15950012   -5.45930004 
H       -3.84260011    4.81799984   -6.31829977 
C       -5.18359995    4.16419983   -4.75860023 
H       -5.99389982    4.82429981   -5.06969976 
C       -5.36390018    3.32820010   -3.65580010 
H       -6.30880022    3.34080005   -3.10899997 
C       -4.66510010    0.20690000   -5.62470007 
H       -5.63980007    0.18860000   -5.13929987 
C       -4.53359985    0.89099997   -6.83069992 
H       -5.40089989    1.38469994   -7.26949978 
C       -3.29349995    0.96340001   -7.46099997 
H       -3.18659997    1.51629996   -8.39439964 
C       -2.18709993    0.33579999   -6.89039993 
H       -1.22070003    0.40590000   -7.38460016 
C       -2.30819988   -0.34020001   -5.68079996 
H       -1.42579997   -0.78710002   -5.21549988 
C       -3.55270004   -0.40220001   -5.03060007 
C       -4.12790012   -2.87249994   -3.54150009 
C       -4.98180008   -3.28049994   -4.57219982 
H       -5.37279987   -2.55380011   -5.28569984 
C       -5.30550003   -4.62949991   -4.70949984 
H       -5.96649981   -4.94759989   -5.51660013 
C       -4.77600002   -5.57219982   -3.82750010 
H       -5.02129984   -6.62790012   -3.94950008 
C       -3.91840005   -5.16940022   -2.80390000 
H       -3.47760010   -5.90959978   -2.13560009 
C       -3.58969998   -3.82579994   -2.66490006 
H       -2.88420010   -3.51279998   -1.89150000 
C       -4.98400021   -0.28090000   -2.48810005 
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H       -5.87120008   -0.20580000   -3.13509989 
H       -5.24160004   -0.91890001   -1.62339997 
P        2.77570009   -2.52859998   -3.35220003 
P        1.04809999   -4.55389977   -1.80460000 
C        1.26989996   -6.08349991   -0.83279997 
C        0.26730001   -6.37570000    0.10900000 
H       -0.61919999   -5.74319983    0.17240000 
C        0.41159999   -7.43930006    0.99199998 
H       -0.36109999   -7.63259983    1.73759997 
C        1.55569994   -8.23770046    0.93190002 
H        1.67470002   -9.07310009    1.62300003 
C        2.54119992   -7.97109985   -0.01640000 
H        3.42759991   -8.60309982   -0.07170000 
C        2.40650010   -6.89580011   -0.89469999 
H        3.20449996   -6.68820000   -1.60619998 
C        0.00520000   -4.98670006   -3.24580002 
C       -0.61970001   -3.94000006   -3.94300008 
H       -0.48019999   -2.90549994   -3.61859989 
C       -1.40980005   -4.20639992   -5.05429983 
H       -1.88520002   -3.38599992   -5.59380007 
C       -1.61350000   -5.52440023   -5.45930004 
H       -2.25119996   -5.73680019   -6.31829977 
C       -1.01460004   -6.57119989   -4.75860023 
H       -1.18099999   -7.60309982   -5.06969976 
C       -0.20039999   -6.30929995   -3.65580010 
H        0.26120001   -7.13399982   -3.10899997 
C        2.15339994   -4.14359999   -5.62470007 
H        2.65660000   -4.97849989   -5.13929987 
C        1.49520004   -4.37169981   -6.83069992 
H        1.50119996   -5.36969995   -7.26949978 
C        0.81239998   -3.33400011   -7.46099997 
H        0.28020000   -3.51780009   -8.39439964 
C        0.80269998   -2.06200004   -6.89039993 
H        0.25880000   -1.26010001   -7.38460016 
C        1.44879997   -1.82879996   -5.68079996 
H        1.39450002   -0.84119999   -5.21549988 
C        2.12470007   -2.87570000   -5.03060007 
C        4.55159998   -2.13870001   -3.54150009 
C        5.33190012   -2.67409992   -4.57219982 
H        4.89799976   -3.37610006   -5.28569984 
C        6.66200018   -2.27999997   -4.70949984 
H        7.26800013   -2.69339991   -5.51660013 
C        7.21360016   -1.35000002   -3.82750010 
H        8.25059986   -1.03460002   -3.94950008 
C        6.43599987   -0.80879998   -2.80390000 
H        6.85659981   -0.05690000   -2.13560009 
C        5.10809994   -1.19589996   -2.66490006 
H        4.48420000   -0.74140000   -1.89150000 
C        2.73519993   -4.17579985   -2.48810005 
H        3.11389995   -4.98169994   -3.13509989 
H        3.41659999   -4.07980013   -1.62339997 
307 
Cu13(dppm)6 q= +3 
Cu       0.00000000    0.00000000    0.00000000 
Cu      -0.02320000   -1.44809997    2.00040007 
Cu       2.17400002   -1.16410005    0.49520001 
Cu      -1.24249995    0.74419999    2.00040007 
Cu      -2.09509993   -1.30069995    0.49520001 
Cu       1.26569998    0.70400000    2.00040007 
Cu      -0.07890000    2.46479988    0.49520001 
Cu      -0.02320000    1.44809997   -2.00040007 
Cu       2.17400002    1.16410005   -0.49520001 
Cu      -1.24249995   -0.74419999   -2.00040007 
Cu      -2.09509993    1.30069995   -0.49520001 
Cu       1.26569998   -0.70400000   -2.00040007 
Cu      -0.07890000   -2.46479988   -0.49520001 
P        0.51010001   -3.38330007    3.02620006 
P        3.17580009   -2.85240006    1.69620001 
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C        4.46649981   -3.74029994    0.76639998 
C        5.32889986   -2.94129992    0.00190000 
H        5.21040010   -1.85790002    0.02070000 
C        6.28669977   -3.52099991   -0.82040000 
H        6.92600012   -2.88930011   -1.43830001 
C        6.40380001   -4.91190004   -0.86820000 
H        7.15040016   -5.37319994   -1.51559997 
C        5.57410002   -5.71120024   -0.08160000 
H        5.68300009   -6.79610014   -0.10380000 
C        4.60470009   -5.13129997    0.73640001 
H        3.95370007   -5.77010012    1.33150005 
C        4.01859999   -2.37910008    3.24580002 
C        3.46770000   -1.35490000    4.02510023 
H        2.54940009   -0.86470002    3.68429995 
C        4.08309984   -0.96539998    5.20819998 
H        3.65849996   -0.15920000    5.80740023 
C        5.26140022   -1.59189999    5.61380005 
H        5.75610018   -1.27559996    6.53299999 
C        5.81470013   -2.61400008    4.84289980 
H        6.73890018   -3.10010004    5.15880013 
C        5.19820023   -3.01099992    3.65750003 
H        5.65040016   -3.79489994    3.04819989 
C        2.06850004   -3.97410011    5.34049988 
H        2.53439999   -4.78779984    4.78660011 
C        2.51349998   -3.71190000    6.63269997 
H        3.30900002   -4.31930017    7.06409979 
C        1.94780004   -2.67030001    7.36639977 
H        2.29450011   -2.46269989    8.37969971 
C        0.93900001   -1.89400005    6.80009985 
H        0.48510000   -1.09720004    7.38360023 
C        0.51239997   -2.12809992    5.49660015 
H       -0.23670000   -1.47829998    5.03770018 
C        1.07379997   -3.17849994    4.75719976 
C       -0.78600001   -4.67159986    3.10590005 
C       -0.79619998   -5.66660023    4.08890009 
H        0.01950000   -5.74259996    4.80900002 
C       -1.88059998   -6.53730011    4.18050003 
H       -1.89380002   -7.30569983    4.95419979 
C       -2.95860004   -6.41260004    3.30299997 
H       -3.81620002   -7.07999992    3.39630008 
C       -2.94950008   -5.42490005    2.31780005 
H       -3.80500007   -5.31400013    1.64970005 
C       -1.86749995   -4.55709982    2.22289991 
H       -1.85880005   -3.75180006    1.47839999 
C        1.96669996   -4.16720009    2.19269991 
H        2.42790008   -4.95590019    2.80399990 
H        1.57679999   -4.62500000    1.26979995 
P       -3.18499994    1.24989998    3.02620006 
P       -4.05810022   -1.32410002    1.69620001 
C       -5.47249985   -1.99790001    0.76639998 
C       -5.21169996   -3.14429998    0.00190000 
H       -4.21420002   -3.58340001    0.02070000 
C       -6.19259977   -3.68400002   -0.82040000 
H       -5.96519995   -4.55340004   -1.43830001 
C       -7.45569992   -3.08990002   -0.86820000 
H       -8.22850037   -3.50580001   -1.51559997 
C       -7.73309994   -1.97169995   -0.08160000 
H       -8.72710037   -1.52359998   -0.10380000 
C       -6.74620008   -1.42209995    0.73640001 
H       -6.97389984   -0.53890002    1.33150005 
C       -4.06969976   -2.29069996    3.24580002 
C       -2.90720010   -2.32570004    4.02510023 
H       -2.02349997   -1.77550006    3.68429995 
C       -2.87759995   -3.05329990    5.20819998 
H       -1.96710002   -3.08870006    5.80740023 
C       -4.00939989   -3.76060009    5.61380005 
H       -3.98270011   -4.34709978    6.53299999 
C       -5.17119980   -3.72869992    4.84289980 
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H       -6.05420017   -4.28599977    5.15880013 
C       -5.20669985   -2.99629998    3.65750003 
H       -6.11170006   -2.99589992    3.04819989 
C       -4.47590017    0.19570000    5.34049988 
H       -5.41349983    0.19910000    4.78660011 
C       -4.47139978   -0.32080001    6.63269997 
H       -5.39510012   -0.70599997    7.06409979 
C       -3.28649998   -0.35170001    7.36639977 
H       -3.27990007   -0.75569999    8.37969971 
C       -2.10969996    0.13380000    6.80009985 
H       -1.19280005    0.12850000    7.38360023 
C       -2.09920001    0.62019998    5.49660015 
H       -1.16190004    0.94410002    5.03770018 
C       -3.28959990    0.65939999    4.75719976 
C       -3.65269995    3.01650000    3.10590005 
C       -4.50930023    3.52279997    4.08890009 
H       -4.98299980    2.85450006    4.80900002 
C       -4.72119999    4.89729977    4.18050003 
H       -5.38000011    5.29290009    4.95419979 
C       -4.07420015    5.76849985    3.30299997 
H       -4.22340012    6.84490013    3.39630008 
C       -3.22340012    5.26679993    2.31780005 
H       -2.69950008    5.95219994    1.64970005 
C       -3.01279998    3.89580011    2.22289991 
H       -2.31979990    3.48569989    1.47839999 
C       -4.59229994    0.38029999    2.19269991 
H       -5.50589991    0.37529999    2.80399990 
H       -4.79379988    0.94690001    1.26979995 
P        2.67490005    2.13339996    3.02620006 
P        0.88230002    4.17649984    1.69620001 
C        1.00600004    5.73829985    0.76639998 
C       -0.11720000    6.08559990    0.00190000 
H       -0.99620003    5.44129992    0.02070000 
C       -0.09410000    7.20499992   -0.82040000 
H       -0.96079999    7.44269991   -1.43830001 
C        1.05190003    8.00179958   -0.86820000 
H        1.07819998    8.87899971   -1.51559997 
C        2.15899992    7.68289995   -0.08160000 
H        3.04410005    8.31970024   -0.10380000 
C        2.14150000    6.55340004    0.73640001 
H        3.02020001    6.30900002    1.33150005 
C        0.05100000    4.66979980    3.24580002 
C       -0.56050003    3.68050003    4.02510023 
H       -0.52590001    2.64019990    3.68429995 
C       -1.20550001    4.01879978    5.20819998 
H       -1.69140005    3.24790001    5.80740023 
C       -1.25209999    5.35249996    5.61380005 
H       -1.77339995    5.62270021    6.53299999 
C       -0.64349997    6.34270000    4.84289980 
H       -0.68470001    7.38609982    5.15880013 
C        0.00850000    6.00719976    3.65750003 
H        0.46129999    6.79090023    3.04819989 
C        2.40739989    3.77839994    5.34049988 
H        2.87919998    4.58869982    4.78660011 
C        1.95790005    4.03270006    6.63269997 
H        2.08620000    5.02530003    7.06409979 
C        1.33870006    3.02200007    7.36639977 
H        0.98549998    3.21840000    8.37969971 
C        1.17079997    1.76020002    6.80009985 
H        0.70770001    0.96869999    7.38360023 
C        1.58669996    1.50779998    5.49660015 
H        1.39859998    0.53420001    5.03770018 
C        2.21580005    2.51920009    4.75719976 
C        4.43870020    1.65509999    3.10590005 
C        5.30550003    2.14369988    4.08890009 
H        4.96350002    2.88820004    4.80900002 
C        6.60179996    1.63999999    4.18050003 
H        7.27379990    2.01279998    4.95419979 
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C        7.03280020    0.64410001    3.30299997 
H        8.03960037    0.23510000    3.39630008 
C        6.17280006    0.15809999    2.31780005 
H        6.50449991   -0.63830000    1.64970005 
C        4.88030005    0.66130000    2.22289991 
H        4.17859983    0.26620001    1.47839999 
C        2.62549996    3.78679991    2.19269991 
H        3.07800007    4.58059978    2.80399990 
H        3.21690011    3.67810011    1.26979995 
P        0.51010001    3.38330007   -3.02620006 
P        3.17580009    2.85240006   -1.69620001 
C        4.46649981    3.74029994   -0.76639998 
C        5.32889986    2.94129992   -0.00190000 
H        5.21040010    1.85790002   -0.02070000 
C        6.28669977    3.52099991    0.82040000 
H        6.92600012    2.88930011    1.43830001 
C        6.40380001    4.91190004    0.86820000 
H        7.15040016    5.37319994    1.51559997 
C        5.57410002    5.71120024    0.08160000 
H        5.68300009    6.79610014    0.10380000 
C        4.60470009    5.13129997   -0.73640001 
H        3.95370007    5.77010012   -1.33150005 
C        4.01859999    2.37910008   -3.24580002 
C        3.46770000    1.35490000   -4.02510023 
H        2.54940009    0.86470002   -3.68429995 
C        4.08309984    0.96539998   -5.20819998 
H        3.65849996    0.15920000   -5.80740023 
C        5.26140022    1.59189999   -5.61380005 
H        5.75610018    1.27559996   -6.53299999 
C        5.81470013    2.61400008   -4.84289980 
H        6.73890018    3.10010004   -5.15880013 
C        5.19820023    3.01099992   -3.65750003 
H        5.65040016    3.79489994   -3.04819989 
C        2.06850004    3.97410011   -5.34049988 
H        2.53439999    4.78779984   -4.78660011 
C        2.51349998    3.71190000   -6.63269997 
H        3.30900002    4.31930017   -7.06409979 
C        1.94780004    2.67030001   -7.36639977 
H        2.29450011    2.46269989   -8.37969971 
C        0.93900001    1.89400005   -6.80009985 
H        0.48510000    1.09720004   -7.38360023 
C        0.51239997    2.12809992   -5.49660015 
H       -0.23670000    1.47829998   -5.03770018 
C        1.07379997    3.17849994   -4.75719976 
C       -0.78600001    4.67159986   -3.10590005 
C       -0.79619998    5.66660023   -4.08890009 
H        0.01950000    5.74259996   -4.80900002 
C       -1.88059998    6.53730011   -4.18050003 
H       -1.89380002    7.30569983   -4.95419979 
C       -2.95860004    6.41260004   -3.30299997 
H       -3.81620002    7.07999992   -3.39630008 
C       -2.94950008    5.42490005   -2.31780005 
H       -3.80500007    5.31400013   -1.64970005 
C       -1.86749995    4.55709982   -2.22289991 
H       -1.85880005    3.75180006   -1.47839999 
C        1.96669996    4.16720009   -2.19269991 
H        2.42790008    4.95590019   -2.80399990 
H        1.57679999    4.62500000   -1.26979995 
P       -3.18499994   -1.24989998   -3.02620006 
P       -4.05810022    1.32410002   -1.69620001 
C       -5.47249985    1.99790001   -0.76639998 
C       -5.21169996    3.14429998   -0.00190000 
H       -4.21420002    3.58340001   -0.02070000 
C       -6.19259977    3.68400002    0.82040000 
H       -5.96519995    4.55340004    1.43830001 
C       -7.45569992    3.08990002    0.86820000 
H       -8.22850037    3.50580001    1.51559997 
C       -7.73309994    1.97169995    0.08160000 
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H       -8.72710037    1.52359998    0.10380000 
C       -6.74620008    1.42209995   -0.73640001 
H       -6.97389984    0.53890002   -1.33150005 
C       -4.06969976    2.29069996   -3.24580002 
C       -2.90720010    2.32570004   -4.02510023 
H       -2.02349997    1.77550006   -3.68429995 
C       -2.87759995    3.05329990   -5.20819998 
H       -1.96710002    3.08870006   -5.80740023 
C       -4.00939989    3.76060009   -5.61380005 
H       -3.98270011    4.34709978   -6.53299999 
C       -5.17119980    3.72869992   -4.84289980 
H       -6.05420017    4.28599977   -5.15880013 
C       -5.20669985    2.99629998   -3.65750003 
H       -6.11170006    2.99589992   -3.04819989 
C       -4.47590017   -0.19570000   -5.34049988 
H       -5.41349983   -0.19910000   -4.78660011 
C       -4.47139978    0.32080001   -6.63269997 
H       -5.39510012    0.70599997   -7.06409979 
C       -3.28649998    0.35170001   -7.36639977 
H       -3.27990007    0.75569999   -8.37969971 
C       -2.10969996   -0.13380000   -6.80009985 
H       -1.19280005   -0.12850000   -7.38360023 
C       -2.09920001   -0.62019998   -5.49660015 
H       -1.16190004   -0.94410002   -5.03770018 
C       -3.28959990   -0.65939999   -4.75719976 
C       -3.65269995   -3.01650000   -3.10590005 
C       -4.50930023   -3.52279997   -4.08890009 
H       -4.98299980   -2.85450006   -4.80900002 
C       -4.72119999   -4.89729977   -4.18050003 
H       -5.38000011   -5.29290009   -4.95419979 
C       -4.07420015   -5.76849985   -3.30299997 
H       -4.22340012   -6.84490013   -3.39630008 
C       -3.22340012   -5.26679993   -2.31780005 
H       -2.69950008   -5.95219994   -1.64970005 
C       -3.01279998   -3.89580011   -2.22289991 
H       -2.31979990   -3.48569989   -1.47839999 
C       -4.59229994   -0.38029999   -2.19269991 
H       -5.50589991   -0.37529999   -2.80399990 
H       -4.79379988   -0.94690001   -1.26979995 
P        2.67490005   -2.13339996   -3.02620006 
P        0.88230002   -4.17649984   -1.69620001 
C        1.00600004   -5.73829985   -0.76639998 
C       -0.11720000   -6.08559990   -0.00190000 
H       -0.99620003   -5.44129992   -0.02070000 
C       -0.09410000   -7.20499992    0.82040000 
H       -0.96079999   -7.44269991    1.43830001 
C        1.05190003   -8.00179958    0.86820000 
H        1.07819998   -8.87899971    1.51559997 
C        2.15899992   -7.68289995    0.08160000 
H        3.04410005   -8.31970024    0.10380000 
C        2.14150000   -6.55340004   -0.73640001 
H        3.02020001   -6.30900002   -1.33150005 
C        0.05100000   -4.66979980   -3.24580002 
C       -0.56050003   -3.68050003   -4.02510023 
H       -0.52590001   -2.64019990   -3.68429995 
C       -1.20550001   -4.01879978   -5.20819998 
H       -1.69140005   -3.24790001   -5.80740023 
C       -1.25209999   -5.35249996   -5.61380005 
H       -1.77339995   -5.62270021   -6.53299999 
C       -0.64349997   -6.34270000   -4.84289980 
H       -0.68470001   -7.38609982   -5.15880013 
C        0.00850000   -6.00719976   -3.65750003 
H        0.46129999   -6.79090023   -3.04819989 
C        2.40739989   -3.77839994   -5.34049988 
H        2.87919998   -4.58869982   -4.78660011 
C        1.95790005   -4.03270006   -6.63269997 
H        2.08620000   -5.02530003   -7.06409979 
C        1.33870006   -3.02200007   -7.36639977 
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H        0.98549998   -3.21840000   -8.37969971 
C        1.17079997   -1.76020002   -6.80009985 
H        0.70770001   -0.96869999   -7.38360023 
C        1.58669996   -1.50779998   -5.49660015 
H        1.39859998   -0.53420001   -5.03770018 
C        2.21580005   -2.51920009   -4.75719976 
C        4.43870020   -1.65509999   -3.10590005 
C        5.30550003   -2.14369988   -4.08890009 
H        4.96350002   -2.88820004   -4.80900002 
C        6.60179996   -1.63999999   -4.18050003 
H        7.27379990   -2.01279998   -4.95419979 
C        7.03280020   -0.64410001   -3.30299997 
H        8.03960037   -0.23510000   -3.39630008 
C        6.17280006   -0.15809999   -2.31780005 
H        6.50449991    0.63830000   -1.64970005 
C        4.88030005   -0.66130000   -2.22289991 
H        4.17859983   -0.26620001   -1.47839999 
C        2.62549996   -3.78679991   -2.19269991 
H        3.07800007   -4.58059978   -2.80399990 
H        3.21690011   -3.67810011   -1.26979995 
 


