
Supplementary Material 

Experimental 

All manipulations were carried out under a protective argon atmosphere using standard 

Schlenk techniques. Solvents were distilled over sodium/benzophenone until blue, 

degassed and stored over 4 A molecular sieve prior to use. The glassware was flame-

dried under vacuum before use. Bu2Mg was purchased from Aldrich as a 1 M solution in 

heptane and was standardized by titration with salicylaldehyde phenylhydrazone (Love et 

al. J. Org. Chem. 1999, 64, 3755) directly before use. K(HMDS) was purchased from 

Aldrich as a 0.5 M solution in toluene and was used as received. HMDS(H) was 

purchased from Aldrich and distilled over calcium hydride and stored over 4 A molecular 

sieve. Ferrocene was purchased from Lancaster and used as received. MMA was 

purchased from Aldrich and distilled over calcium hydride. This was followed by the 

addition of trioctylaluminium (McGrath et al. Polym. Bull. 1986, 15, 127) until a pale 

yellow colour persisted. This was subsequently distilled and stored in the refrigerator at 0 

°C. 

 

K(HMDS) (10 mL of a 0.5 M solution in toluene, 5 mmol) was added to a solution of 

Mg(HMDS)2 in heptane (prepared in situ by reaction of Bu2Mg (5 mL of a solution in 

heptane, 5mmol) with HMDS(H), (2.11 mL, 10 mmol) under reflux for two hours). The 

reaction mixture was heated under reflux for one hour then left to reach ambient 

temperature. This was followed by the addition of one equivalent (5 mmol, 0.93g) of 

ferrocene to the solution and it was heated to reflux for one hour. After the solution had 

cooled, 94 mmol (10 mL) of toluene was added to the solution to completely dissolve the 

orange precipitate which had formed, the reaction mixture was then heated to reflux for a 

further hour. The resulting solution was a dark orange/red solution which was left to cool 

overnight to facilitate crystallisation. A large crop of orange/yellow needle shaped 

crystals of 1 suitable for X-ray crystal analysis formed in the solution.  

 

Yield: 2.09 g, 76.1% (with respect to ferrocene). Melting point: 190-192 °C (Found: C, 

52.02%; H, 7.85%; N, 3.75%. [{K(Cp2Fe)2.2toluene}+{Mg(N{Si(Me)3}2)3}
-] requires C, 



56.78%; H, 8.19%; N, 3.82%). The sample appeared to lose solvent upon isolation. 1H 

NMR (400.13MHz, d8-toluene, 300K): δ 0.09 (singlet, 2.5H, CH3 of free (H)HMDS), 

0.38 (singlet, 54H, CH3 of Mg[N{Si(CH3)3}2]3), 2.12 (singlet, 6H, CH3 of toluene), 3.98 

(singlet,12H, ferrocene), 6.98 (singlet, para), 7.08 (singlet, meta), aromatic toluene 

signals obscured under those of d8-toluene. 13C NMR (100.63MHz, d8-toluene, 300K): δ 

7.31 (CH3 of Mg[N{Si(CH3)3}2]2), 68.22 ( ferrocene). 

The chemical shift of the ferrocene in the NMR spectrum in deuterated solvent either 

coincides with the chemical shift of free ferrocene or in solution the ferrocene is not 

coordinated to the potassium atom. 

 

The anionic polymerization of methyl methacrylate (MMA) was performed using 

compound 1 in situ exclusively in toluene solution, then adding 0.28 mmol (1.8 mL) of 

this solution to 28 mmol (3 mL) of MMA in 247 mmol (20 mL) of THF solvent. The 

polymerisation was performed under argon for an hour at ambient temperature. At the 

end of the reaction the polymer mixture was syringed into a stirred mixture of 49.4 mmol 

(2 mL) of methanol, to cap the living chain ends, and 1533 mmol (200 mL) of hexane, to 

precipitate the polymer out of solution. 

 

The precipitated polymer was filtered through a porosity three sintered funnel and 

allowed to dry at room temperature overnight. The solid was then vigorously dried under 

reduced pressure at 110 °C in a drying pistol. This was achieved by insertion of the 

polymer into a glass tube which was placed into the main body of a drying pistol. This 

was then capped with a glass bulb containing phosphorus pentoxide which was connected 

to an electric pump to facilitate the reduction of pressure over the sample. The inner 

vessel containing the glass tube and sample was enveloped by an outer glass sleeve which 

allowed the passage of vapour from a reservoir of boiling toluene to pass over the inner 

vessel before refluxing on a water cooled condensing column. This removed the majority 

of solvent from the PMMA samples leaving them almost completely dry to allow 

analysis to be performed on them with little interference from left over solvent. 

 



After drying, the sample was weighed to determine the reaction yield and a 1H NMR 

spectrum of the polymer dissolved in deuterated chloroform (CDCl3) was recorded using 

a Bruker 400.13 MHz spectrometer at 300K to determine the tacticity of the polymer.  

 

Dual detection size exclusion chromatography (DTSEC). The instrument package was 

supplied by Optokem and comprised the following equipment: i) a Jones 

Chromatography 7600 Series Solvent D-Gasser; ii) a Waters 515 HPLC Pump operating 

at room temperature; iii) a Waters™ 717 plus Autosampler with 96 or 48 position sample 

racks; (iv) a Shimadzu CTO-6A column oven; v) a set of three Styragel HR 2, HR 4 and 

HR 6 designation 7.8 x 300 mm GPC columns; (vi) two detectors connected in a serial 

configuration: a multiangle light scattering detector (mini-Dawn) operating at 690 nm 

supplied by Wyatt Technology and an interferometer refractometer detector (Optilab 

DSP) supplied by Wyatt Technology. 

 

THF was the mobile phase, the column oven temperature was set to 30 °C and the flow 

rate was 1 mL min-1. The samples were prepared for injection by dissolving 5 mg of 

polymer in 1 mL of HPLC grade THF; 0.2mL of this mixture was then injected and data 

collected for 40 min. The Astra software package for windows was used to collect and 

process the signals transmitted from the detectors to the computer and to produce the 

molar mass distribution and molar mass versus elution volume plots. 

 

Yield of polymer: 2.8 g (100%). Tacticity: Isotactic, 0.9%; Heterotactic, 15.5%; 

Syndiotactic, 83.7%. 

SEC data: Mn, 379100; Mw, 565200; Mw/Mn, 1.491. 

 

 

 

 

 

 

 



Crystal Data 

 
      Table 1.  Crystal data and structure refinement for grem96. 
  
  
      Identification code               grem96 
  
      Empirical formula                 C52 H90 Fe2 K Mg N3 Si6 
  
      Formula weight                    1100.92 
  
      Temperature                       150(2) K 
  
      Wavelength                        0.71073 A 
  
      Crystal system, space group       Monoclinic,  P21/c 
  
      Unit cell dimensions      a = 12.0176(2) A   alpha = 90 deg. 
                                b = 22.4722(3) A   beta = 99.293(1) deg. 
                                c = 23.2871(4) A   gamma = 90 deg. 
  
      Volume                            6206.42(17) A^3 
  
      Z, Calculated density             4,  1.178 Mg/m^3 
  
      Absorption coefficient            0.694 mm^-1 
  
      F(000)                            2360 
  
      Crystal size                      0.25 x 0.12 x 0.06 mm 
  
      Theta range for data collection   1.27 to 26.73 deg. 
  
      Limiting indices                  -15<=h<=14, 0<=k<=28, 0<=l<=29 
  
      Reflections collected / unique    117007 / 12844 [R(int) = 0.1652] 
  
      Completeness to theta = 26.73     97.5 % 
  
      Absorption correction             Empirical 
  
      Refinement method                 Full-matrix least-squares on 
F^2 
  
      Data / restraints / parameters    12844 / 0 / 726 
  
      Goodness-of-fit on F^2            1.023 
  
      Final R indices [I>2sigma(I)]     R1 = 0.0693, wR2 = 0.0963 
  
      R indices (all data)              R1 = 0.1651, wR2 = 0.1116 
  
      Largest diff. peak and hole       0.394 and -0.394 e.A^-3 
 



 
         Table 2.  Atomic coordinates ( x 10^4) and equivalent 
isotropic 
         displacement parameters (A^2 x 10^3) for grem96. 
 
         
         U(eq) is defined as one third of the trace of the     
         Orthogonalized Uij tensor. 
 
  
         
________________________________________________________________ 
  
                         x             y             z           U(eq) 
         
________________________________________________________________ 
  
          Fe(1)        9352(1)       2675(1)       2378(1)       28(1) 
          Fe(2)        5662(1)       2514(1)       4620(1)       28(1) 
          K(1)         9364(1)       2546(1)       4358(1)       37(1) 
          Mg(1)        4972(1)         64(1)       2514(1)       23(1) 
          Si(1)        5748(1)        175(1)       1258(1)       33(1) 
          Si(2)        7541(1)        184(1)       2298(1)       32(1) 
          Si(3)        2302(1)        299(1)       2355(1)       29(1) 
          Si(4)        3808(1)       1350(1)       2340(1)       28(1) 
          Si(5)        5051(1)       -346(1)       3842(1)       29(1) 
          Si(6)        5410(1)      -1272(1)       2968(1)       28(1) 
          N(1)         6157(2)        149(1)       1992(1)       26(1) 
          N(2)         3607(2)        605(1)       2404(1)       24(1) 
          N(3)         5138(2)       -562(1)       3150(1)       24(1) 
          C(1)         8686(4)       3143(2)       1654(2)       38(1) 
          C(2)         8446(4)       2538(2)       1573(2)       37(1) 
          C(3)         9470(4)       2219(2)       1634(2)       38(1) 
          C(4)        10360(4)       2636(2)       1754(2)       36(1) 
          C(5)         9880(4)       3206(2)       1765(2)       37(1) 
          C(6)         8544(4)       2939(2)       3038(2)       33(1) 
          C(7)         8496(4)       2311(2)       2982(2)       33(1) 
          C(8)         9619(4)       2103(2)       3063(2)       37(1) 
          C(9)        10345(4)       2588(2)       3163(2)       36(1) 
          C(10)        9687(4)       3110(2)       3149(2)       35(1) 
          C(11)        7233(4)       2196(2)       4908(2)       45(1) 
          C(12)        6902(3)       2059(2)       4314(2)       44(1) 
          C(13)        6676(4)       2595(2)       4015(2)       43(1) 
          C(14)        6881(3)       3061(2)       4414(2)       45(1) 
          C(15)        7213(4)       2814(2)       4964(2)       46(1) 
          C(16)        4563(4)       2052(2)       5018(2)       48(1) 
          C(17)        4206(3)       2047(2)       4413(2)       42(1) 
          C(18)        4035(3)       2634(2)       4228(2)       39(1) 
 
             
          C(19)        4284(3)       3006(2)       4721(2)       42(1) 
          C(20)        4601(3)       2642(2)       5207(2)       44(1) 
          C(21)        9500(3)       4099(2)       4817(2)       40(1) 
          C(22)        9744(4)       3756(2)       5314(2)       43(1) 
          C(23)       10683(4)       3403(2)       5412(2)       51(1) 
          C(24)       11405(4)       3379(2)       5001(2)       51(1) 
          C(25)       11164(4)       3700(2)       4501(2)       52(1) 



          C(26)       10213(5)       4063(2)       4409(2)       50(1) 
          C(27)        8501(4)       4509(2)       4728(2)       69(2) 
          C(28)        9643(3)       1002(2)       4805(2)       43(1) 
          C(29)       10285(4)       1037(2)       4360(2)       49(1) 
          C(30)       11213(4)       1403(2)       4405(2)       47(1) 
          C(31)       11515(4)       1740(2)       4899(2)       51(1) 
          C(32)       10880(4)       1716(2)       5336(2)       53(1) 
          C(33)        9953(4)       1356(2)       5293(2)       48(1) 
          C(34)        8649(4)        587(2)       4757(2)       70(2) 
          C(35)        4229(3)        -25(2)       1055(2)       45(1) 
          C(36)        6538(4)       -362(2)        852(2)       53(1) 
          C(37)        5954(4)        920(2)        925(2)       56(1) 
          C(38)        8378(3)       -503(2)       2185(2)       48(1) 
          C(39)        7716(3)        308(2)       3100(2)       47(1) 
          C(40)        8315(3)        811(2)       2016(2)       45(1) 
          C(41)        2347(3)       -532(2)       2267(2)       40(1) 
          C(42)        1596(3)        433(2)       3012(2)       40(1) 
          C(43)        1284(3)        573(2)       1708(2)       39(1) 
          C(44)        2926(3)       1812(2)       2769(2)       42(1) 
          C(45)        3461(3)       1636(2)       1572(2)       38(1) 
          C(46)        5310(3)       1561(2)       2619(2)       41(1) 
          C(47)        4996(3)        485(2)       3904(2)       41(1) 
          C(48)        6284(3)       -584(2)       4390(2)       41(1) 
          C(49)        3752(3)       -633(2)       4116(2)       41(1) 
          C(50)        6886(3)      -1531(2)       3257(2)       51(1) 
 
            
          C(51)        4453(3)      -1839(2)       3227(2)       39(1) 
          C(52)        5222(3)      -1370(2)       2159(2)       39(1) 
         
________________________________________________________________ 
 



 
           Table 3.  Bond lengths [A] and angles [deg] for grem96. 
           
_____________________________________________________________ 
  
            Fe(1)-C(9)                    2.024(4) 
            Fe(1)-C(10)                   2.026(4) 
            Fe(1)-C(8)                    2.032(4) 
            Fe(1)-C(6)                    2.035(4) 
            Fe(1)-C(2)                    2.035(4) 
            Fe(1)-C(3)                    2.037(4) 
            Fe(1)-C(1)                    2.039(4) 
            Fe(1)-C(4)                    2.040(4) 
            Fe(1)-C(5)                    2.041(4) 
            Fe(1)-C(7)                    2.042(4) 
            Fe(2)-C(13)                   2.015(4) 
            Fe(2)-C(16)                   2.019(4) 
            Fe(2)-C(15)                   2.023(4) 
            Fe(2)-C(11)                   2.029(4) 
            Fe(2)-C(12)                   2.029(4) 
            Fe(2)-C(14)                   2.029(4) 
            Fe(2)-C(17)                   2.030(4) 
            Fe(2)-C(20)                   2.036(4) 
            Fe(2)-C(19)                   2.037(4) 
            Fe(2)-C(18)                   2.038(4) 
            K(1)-C(12)                    3.141(4) 
            K(1)-C(11)                    3.144(4) 
            K(1)-C(10)                    3.168(4) 
            K(1)-C(9)                     3.193(4) 
            K(1)-C(6)                     3.195(4) 
            K(1)-C(15)                    3.197(4) 
            K(1)-C(13)                    3.202(4) 
            K(1)-C(14)                    3.224(4) 
            K(1)-C(8)                     3.236(4) 
            K(1)-C(31)                    3.241(4) 
            K(1)-C(7)                     3.248(4) 
            K(1)-C(24)                    3.252(5) 
            Mg(1)-N(1)                    2.024(3) 
            Mg(1)-N(2)                    2.025(3) 
            Mg(1)-N(3)                    2.029(3) 
            Mg(1)-Si(6)                   3.1975(15) 
            Mg(1)-Si(4)                   3.2091(15) 
            Mg(1)-Si(5)                   3.2125(15) 
            Mg(1)-Si(3)                   3.2139(15) 
            Mg(1)-Si(2)                   3.2181(15) 
            Mg(1)-Si(1)                   3.2197(15) 
            Si(1)-N(1)                    1.702(3) 
            Si(1)-C(35)                   1.866(4) 
            Si(1)-C(37)                   1.879(4) 
            Si(1)-C(36)                   1.880(4) 
            Si(2)-N(1)                    1.702(3) 
            Si(2)-C(39)                   1.866(4) 
            Si(2)-C(40)                   1.867(4) 
            Si(2)-C(38)                   1.883(4) 
            Si(3)-N(2)                    1.700(3) 
            Si(3)-C(41)                   1.881(4) 
            Si(3)-C(43)                   1.885(4) 



            Si(3)-C(42)                   1.889(4) 
            Si(4)-N(2)                    1.701(3) 
            Si(4)-C(46)                   1.878(4) 
            Si(4)-C(45)                   1.881(4) 
            Si(4)-C(44)                   1.882(4) 
            Si(5)-N(3)                    1.702(3) 
            Si(5)-C(48)                   1.871(4) 
            Si(5)-C(47)                   1.875(4) 
            Si(5)-C(49)                   1.893(4) 
            Si(6)-N(3)                    1.695(3) 
            Si(6)-C(52)                   1.875(4) 
            Si(6)-C(51)                   1.881(4) 
            Si(6)-C(50)                   1.885(4) 
            C(1)-C(2)                     1.398(6) 
            C(1)-C(5)                     1.423(6) 
            C(1)-H(1)                     0.91(3) 
            C(2)-C(3)                     1.411(5) 
            C(2)-H(2)                     0.95(3) 
            C(3)-C(4)                     1.415(6) 
            C(3)-H(3)                     0.99(3) 
            C(4)-C(5)                     1.407(5) 
            C(4)-H(4)                     0.92(3) 
            C(5)-H(5)                     0.99(4) 
            C(6)-C(10)                    1.410(5) 
            C(6)-C(7)                     1.418(5) 
            C(6)-H(6)                     0.88(3) 
            C(7)-C(8)                     1.411(5) 
            C(7)-H(7)                     0.94(3) 
            C(8)-C(9)                     1.393(6) 
            C(8)-H(8)                     0.80(3) 
            C(9)-C(10)                    1.411(5) 
            C(9)-H(9)                     0.92(4) 
            C(10)-H(10)                   1.00(3) 
            C(11)-C(15)                   1.396(6) 
            C(11)-C(12)                   1.410(6) 
            C(11)-H(11)                   0.84(4) 
            C(12)-C(13)                   1.397(6) 
            C(12)-H(12)                   0.90(4) 
            C(13)-C(14)                   1.396(6) 
            C(13)-H(13)                   0.82(4) 
            C(14)-C(15)                   1.395(6) 
            C(14)-H(14)                   0.93(4) 
            C(15)-H(15)                   0.89(4) 
            C(16)-C(20)                   1.397(6) 
            C(16)-C(17)                   1.404(6) 
            C(16)-H(16)                   0.91(4) 
            C(17)-C(18)                   1.394(6) 
            C(17)-H(17)                   0.92(4) 
            C(18)-C(19)                   1.411(6) 
            C(18)-H(18)                   0.84(4) 
            C(19)-C(20)                   1.400(6) 
            C(19)-H(19)                   0.93(4) 
            C(20)-H(20)                   1.02(4) 
            C(21)-C(26)                   1.379(6) 
            C(21)-C(22)                   1.383(6) 
            C(21)-C(27)                   1.501(6) 
            C(22)-C(23)                   1.367(6) 



            C(22)-H(22)                   0.98(4) 
            C(23)-C(24)                   1.393(6) 
            C(23)-H(23)                   0.95(3) 
            C(24)-C(25)                   1.360(6) 
            C(24)-H(24)                   0.92(4) 
            C(25)-C(26)                   1.392(6) 
            C(25)-H(25)                   0.94(4) 
            C(26)-H(26)                   0.88(4) 
            C(27)-H(27A)                  0.9800 
            C(27)-H(27B)                  0.9800 
            C(27)-H(27C)                  0.9800 
            C(28)-C(33)                   1.389(6) 
            C(28)-C(29)                   1.390(6) 
            C(28)-C(34)                   1.505(6) 
            C(29)-C(30)                   1.377(6) 
            C(29)-H(29)                   0.94(4) 
            C(30)-C(31)                   1.377(6) 
            C(30)-H(30)                   1.01(4) 
            C(31)-C(32)                   1.368(6) 
            C(31)-H(31)                   0.83(3) 
            C(32)-C(33)                   1.367(6) 
            C(32)-H(32)                   0.95(4) 
            C(33)-H(33)                   1.00(4) 
            C(34)-H(34A)                  0.9800 
            C(34)-H(34B)                  0.9800 
            C(34)-H(34C)                  0.9800 
            C(35)-H(35A)                  0.9800 
            C(35)-H(35B)                  0.9800 
            C(35)-H(35C)                  0.9800 
            C(36)-H(36A)                  0.9800 
            C(36)-H(36B)                  0.9800 
            C(36)-H(36C)                  0.9800 
            C(37)-H(37A)                  0.9800 
            C(37)-H(37B)                  0.9800 
            C(37)-H(37C)                  0.9800 
            C(38)-H(38A)                  0.9800 
            C(38)-H(38B)                  0.9800 
            C(38)-H(38C)                  0.9800 
            C(39)-H(39A)                  0.9800 
            C(39)-H(39B)                  0.9800 
            C(39)-H(39C)                  0.9800 
            C(40)-H(40A)                  0.9800 
            C(40)-H(40B)                  0.9800 
            C(40)-H(40C)                  0.9800 
            C(41)-H(41A)                  0.9800 
            C(41)-H(41B)                  0.9800 
            C(41)-H(41C)                  0.9800 
            C(42)-H(42A)                  0.9800 
            C(42)-H(42B)                  0.9800 
            C(42)-H(42C)                  0.9800 
            C(43)-H(43A)                  0.9800 
            C(43)-H(43B)                  0.9800 
            C(43)-H(43C)                  0.9800 
            C(44)-H(44A)                  0.9800 
            C(44)-H(44B)                  0.9800 
            C(44)-H(44C)                  0.9800 
            C(45)-H(45A)                  0.9800 



            C(45)-H(45B)                  0.9800 
            C(45)-H(45C)                  0.9800 
            C(46)-H(46A)                  0.9800 
            C(46)-H(46B)                  0.9800 
            C(46)-H(46C)                  0.9800 
            C(47)-H(47A)                  0.9800 
            C(47)-H(47B)                  0.9800 
            C(47)-H(47C)                  0.9800 
            C(48)-H(48A)                  0.9800 
            C(48)-H(48B)                  0.9800 
            C(48)-H(48C)                  0.9800 
            C(49)-H(49A)                  0.9800 
            C(49)-H(49B)                  0.9800 
            C(49)-H(49C)                  0.9800 
            C(50)-H(50A)                  0.9800 
            C(50)-H(50B)                  0.9800 
            C(50)-H(50C)                  0.9800 
            C(51)-H(51A)                  0.9800 
            C(51)-H(51B)                  0.9800 
            C(51)-H(51C)                  0.9800 
            C(52)-H(52A)                  0.9800 
            C(52)-H(52B)                  0.9800 
            C(52)-H(52C)                  0.9800 
  
            C(9)-Fe(1)-C(10)             40.79(15) 
            C(9)-Fe(1)-C(8)              40.19(16) 
            C(10)-Fe(1)-C(8)             68.13(18) 
            C(9)-Fe(1)-C(6)              68.27(17) 
            C(10)-Fe(1)-C(6)             40.65(15) 
            C(8)-Fe(1)-C(6)              68.06(17) 
            C(9)-Fe(1)-C(2)             165.38(17) 
            C(10)-Fe(1)-C(2)            152.86(17) 
            C(8)-Fe(1)-C(2)             128.36(18) 
            C(6)-Fe(1)-C(2)             119.42(17) 
            C(9)-Fe(1)-C(3)             127.43(18) 
            C(10)-Fe(1)-C(3)            164.70(17) 
            C(8)-Fe(1)-C(3)             108.99(18) 
            C(6)-Fe(1)-C(3)             153.71(18) 
            C(2)-Fe(1)-C(3)              40.54(16) 
            C(9)-Fe(1)-C(1)             153.06(18) 
            C(10)-Fe(1)-C(1)            118.59(18) 
            C(8)-Fe(1)-C(1)             165.15(19) 
            C(6)-Fe(1)-C(1)             107.65(18) 
            C(2)-Fe(1)-C(1)              40.14(16) 
            C(3)-Fe(1)-C(1)              68.13(18) 
            C(9)-Fe(1)-C(4)             107.93(18) 
            C(10)-Fe(1)-C(4)            126.56(17) 
            C(8)-Fe(1)-C(4)             119.70(18) 
            C(6)-Fe(1)-C(4)             164.17(18) 
            C(2)-Fe(1)-C(4)              68.10(17) 
            C(3)-Fe(1)-C(4)              40.62(16) 
            C(1)-Fe(1)-C(4)              68.33(17) 
            C(9)-Fe(1)-C(5)             118.91(18) 
            C(10)-Fe(1)-C(5)            107.31(18) 
            C(8)-Fe(1)-C(5)             153.09(18) 
            C(6)-Fe(1)-C(5)             126.78(18) 
            C(2)-Fe(1)-C(5)              67.88(17) 



            C(3)-Fe(1)-C(5)              68.03(17) 
            C(1)-Fe(1)-C(5)              40.81(16) 
            C(4)-Fe(1)-C(5)              40.34(15) 
            C(9)-Fe(1)-C(7)              68.23(17) 
            C(10)-Fe(1)-C(7)             68.55(17) 
            C(8)-Fe(1)-C(7)              40.53(16) 
            C(6)-Fe(1)-C(7)              40.72(15) 
            C(2)-Fe(1)-C(7)             108.69(17) 
            C(3)-Fe(1)-C(7)             119.76(17) 
            C(1)-Fe(1)-C(7)             127.08(17) 
            C(4)-Fe(1)-C(7)             153.76(17) 
            C(5)-Fe(1)-C(7)             164.75(17) 
            C(13)-Fe(2)-C(16)           151.9(2) 
            C(13)-Fe(2)-C(15)            67.91(19) 
            C(16)-Fe(2)-C(15)           128.2(2) 
            C(13)-Fe(2)-C(11)            68.13(19) 
            C(16)-Fe(2)-C(11)           108.1(2) 
            C(15)-Fe(2)-C(11)            40.32(18) 
            C(13)-Fe(2)-C(12)            40.42(18) 
            C(16)-Fe(2)-C(12)           118.3(2) 
            C(15)-Fe(2)-C(12)            67.99(19) 
            C(11)-Fe(2)-C(12)            40.67(17) 
            C(13)-Fe(2)-C(14)            40.37(18) 
            C(16)-Fe(2)-C(14)           166.2(2) 
            C(15)-Fe(2)-C(14)            40.27(17) 
            C(11)-Fe(2)-C(14)            67.9(2) 
            C(12)-Fe(2)-C(14)            67.89(19) 
            C(13)-Fe(2)-C(17)           118.5(2) 
            C(16)-Fe(2)-C(17)            40.58(17) 
            C(15)-Fe(2)-C(17)           166.0(2) 
            C(11)-Fe(2)-C(17)           128.1(2) 
            C(12)-Fe(2)-C(17)           108.06(19) 
            C(14)-Fe(2)-C(17)           152.2(2) 
            C(13)-Fe(2)-C(20)           166.5(2) 
            C(16)-Fe(2)-C(20)            40.30(18) 
            C(15)-Fe(2)-C(20)           108.88(19) 
            C(11)-Fe(2)-C(20)           118.59(19) 
            C(12)-Fe(2)-C(20)           152.0(2) 
            C(14)-Fe(2)-C(20)           128.8(2) 
            C(17)-Fe(2)-C(20)            67.86(19) 
            C(13)-Fe(2)-C(19)           128.8(2) 
            C(16)-Fe(2)-C(19)            67.79(19) 
            C(15)-Fe(2)-C(19)           119.21(19) 
            C(11)-Fe(2)-C(19)           152.2(2) 
            C(12)-Fe(2)-C(19)           166.2(2) 
            C(14)-Fe(2)-C(19)           109.23(19) 
            C(17)-Fe(2)-C(19)            67.78(18) 
            C(20)-Fe(2)-C(19)            40.20(17) 
            C(13)-Fe(2)-C(18)           108.65(19) 
            C(16)-Fe(2)-C(18)            67.82(19) 
            C(15)-Fe(2)-C(18)           152.8(2) 
            C(11)-Fe(2)-C(18)           165.7(2) 
            C(12)-Fe(2)-C(18)           127.99(19) 
            C(14)-Fe(2)-C(18)           119.4(2) 
            C(17)-Fe(2)-C(18)            40.06(17) 
            C(20)-Fe(2)-C(18)            67.79(18) 
            C(19)-Fe(2)-C(18)            40.52(17) 



            C(12)-K(1)-C(11)             25.94(11) 
            C(12)-K(1)-C(10)            111.14(12) 
            C(11)-K(1)-C(10)            133.41(12) 
            C(12)-K(1)-C(9)             117.42(12) 
            C(11)-K(1)-C(9)             143.35(13) 
            C(10)-K(1)-C(9)              25.64(9) 
            C(12)-K(1)-C(6)              85.54(12) 
            C(11)-K(1)-C(6)             108.40(12) 
            C(10)-K(1)-C(6)              25.61(10) 
            C(9)-K(1)-C(6)               41.78(11) 
            C(12)-K(1)-C(15)             41.88(12) 
            C(11)-K(1)-C(15)             25.42(11) 
            C(10)-K(1)-C(15)            122.76(13) 
            C(9)-K(1)-C(15)             144.88(13) 
            C(6)-K(1)-C(15)             103.10(12) 
            C(12)-K(1)-C(13)             25.43(11) 
            C(11)-K(1)-C(13)             41.81(12) 
            C(10)-K(1)-C(13)             91.61(12) 
            C(9)-K(1)-C(13)             106.34(12) 
            C(6)-K(1)-C(13)              66.94(12) 
            C(15)-K(1)-C(13)             41.27(12) 
            C(12)-K(1)-C(14)             41.69(12) 
            C(11)-K(1)-C(14)             41.65(12) 
            C(10)-K(1)-C(14)             98.01(12) 
            C(9)-K(1)-C(14)             119.94(12) 
            C(6)-K(1)-C(14)              78.22(12) 
            C(15)-K(1)-C(14)             25.09(11) 
            C(13)-K(1)-C(14)             25.09(11) 
            C(12)-K(1)-C(8)              95.32(12) 
            C(11)-K(1)-C(8)             120.57(13) 
            C(10)-K(1)-C(8)              41.56(11) 
            C(9)-K(1)-C(8)               25.02(10) 
            C(6)-K(1)-C(8)               41.43(11) 
            C(15)-K(1)-C(8)             132.42(12) 
            C(13)-K(1)-C(8)              91.25(12) 
            C(14)-K(1)-C(8)             112.08(13) 
            C(12)-K(1)-C(31)            120.39(14) 
            C(11)-K(1)-C(31)            110.64(13) 
            C(10)-K(1)-C(31)            111.43(12) 
            C(9)-K(1)-C(31)              88.44(12) 
            C(6)-K(1)-C(31)             129.19(12) 
            C(15)-K(1)-C(31)            125.74(14) 
            C(13)-K(1)-C(31)            145.67(14) 
            C(14)-K(1)-C(31)            150.51(13) 
            C(8)-K(1)-C(31)              90.09(13) 
            C(12)-K(1)-C(7)              76.14(12) 
            C(11)-K(1)-C(7)             102.02(12) 
            C(10)-K(1)-C(7)              41.82(11) 
            C(9)-K(1)-C(7)               41.46(11) 
            C(6)-K(1)-C(7)               25.42(10) 
            C(15)-K(1)-C(7)             108.23(12) 
            C(13)-K(1)-C(7)              67.01(12) 
            C(14)-K(1)-C(7)              86.95(12) 
            C(8)-K(1)-C(7)               25.13(10) 
            C(31)-K(1)-C(7)             113.71(12) 
            C(12)-K(1)-C(24)            148.39(13) 
            C(11)-K(1)-C(24)            124.02(13) 



            C(10)-K(1)-C(24)             89.29(12) 
            C(9)-K(1)-C(24)              91.57(12) 
            C(6)-K(1)-C(24)             112.12(13) 
            C(15)-K(1)-C(24)            106.91(13) 
            C(13)-K(1)-C(24)            138.58(14) 
            C(14)-K(1)-C(24)            114.08(13) 
            C(8)-K(1)-C(24)             115.40(13) 
            C(31)-K(1)-C(24)             69.38(14) 
            C(7)-K(1)-C(24)             130.27(12) 
            N(1)-Mg(1)-N(2)             120.08(12) 
            N(1)-Mg(1)-N(3)             120.51(12) 
            N(2)-Mg(1)-N(3)             119.41(12) 
            N(1)-Mg(1)-Si(6)            101.13(9) 
            N(2)-Mg(1)-Si(6)            133.82(9) 
            N(3)-Mg(1)-Si(6)             27.89(8) 
            N(1)-Mg(1)-Si(4)             99.98(9) 
            N(2)-Mg(1)-Si(4)             27.73(8) 
            N(3)-Mg(1)-Si(4)            134.97(9) 
            Si(6)-Mg(1)-Si(4)           158.85(5) 
            N(1)-Mg(1)-Si(5)            133.67(9) 
            N(2)-Mg(1)-Si(5)            101.02(9) 
            N(3)-Mg(1)-Si(5)             27.71(8) 
            Si(6)-Mg(1)-Si(5)            55.59(3) 
            Si(4)-Mg(1)-Si(5)           108.96(4) 
            N(1)-Mg(1)-Si(3)            134.50(9) 
            N(2)-Mg(1)-Si(3)             27.55(8) 
            N(3)-Mg(1)-Si(3)            100.19(9) 
            Si(6)-Mg(1)-Si(3)           107.48(4) 
            Si(4)-Mg(1)-Si(3)            55.27(3) 
            Si(5)-Mg(1)-Si(3)            91.82(4) 
            N(1)-Mg(1)-Si(2)             27.51(8) 
            N(2)-Mg(1)-Si(2)            135.06(9) 
            N(3)-Mg(1)-Si(2)            100.85(9) 
            Si(6)-Mg(1)-Si(2)            91.12(4) 
            Si(4)-Mg(1)-Si(2)           108.33(4) 
            Si(5)-Mg(1)-Si(2)           107.13(4) 
            Si(3)-Mg(1)-Si(2)           158.95(5) 
            N(1)-Mg(1)-Si(1)             27.44(8) 
            N(2)-Mg(1)-Si(1)            100.74(9) 
            N(3)-Mg(1)-Si(1)            135.06(9) 
            Si(6)-Mg(1)-Si(1)           108.47(4) 
            Si(4)-Mg(1)-Si(1)            89.97(4) 
            Si(5)-Mg(1)-Si(1)           158.20(5) 
            Si(3)-Mg(1)-Si(1)           108.23(4) 
            Si(2)-Mg(1)-Si(1)            54.94(3) 
            N(1)-Si(1)-C(35)            110.98(16) 
            N(1)-Si(1)-C(37)            114.22(17) 
            C(35)-Si(1)-C(37)           107.38(19) 
            N(1)-Si(1)-C(36)            113.33(17) 
            C(35)-Si(1)-C(36)           105.68(19) 
            C(37)-Si(1)-C(36)           104.64(19) 
            N(1)-Si(1)-Mg(1)             33.24(9) 
            C(35)-Si(1)-Mg(1)            78.26(12) 
            C(37)-Si(1)-Mg(1)           121.43(14) 
            C(36)-Si(1)-Mg(1)           130.59(14) 
            N(1)-Si(2)-C(39)            111.72(16) 
            N(1)-Si(2)-C(40)            113.34(16) 



            C(39)-Si(2)-C(40)           104.88(18) 
            N(1)-Si(2)-C(38)            114.32(16) 
            C(39)-Si(2)-C(38)           106.64(19) 
            C(40)-Si(2)-C(38)           105.20(18) 
            N(1)-Si(2)-Mg(1)             33.31(10) 
            C(39)-Si(2)-Mg(1)            79.17(12) 
            C(40)-Si(2)-Mg(1)           131.55(13) 
            C(38)-Si(2)-Mg(1)           120.05(13) 
            N(2)-Si(3)-C(41)            111.56(15) 
            N(2)-Si(3)-C(43)            113.25(16) 
            C(41)-Si(3)-C(43)           105.24(17) 
            N(2)-Si(3)-C(42)            114.27(16) 
            C(41)-Si(3)-C(42)           105.72(17) 
            C(43)-Si(3)-C(42)           106.09(17) 
            N(2)-Si(3)-Mg(1)             33.45(9) 
            C(41)-Si(3)-Mg(1)            78.68(12) 
            C(43)-Si(3)-Mg(1)           130.76(13) 
            C(42)-Si(3)-Mg(1)           120.24(13) 
            N(2)-Si(4)-C(46)            111.02(15) 
            N(2)-Si(4)-C(45)            114.04(15) 
            C(46)-Si(4)-C(45)           107.25(18) 
            N(2)-Si(4)-C(44)            113.31(16) 
            C(46)-Si(4)-C(44)           105.61(18) 
            C(45)-Si(4)-C(44)           105.01(17) 
            N(2)-Si(4)-Mg(1)             33.64(9) 
            C(46)-Si(4)-Mg(1)            78.91(12) 
            C(45)-Si(4)-Mg(1)           116.94(12) 
            C(44)-Si(4)-Mg(1)           134.51(13) 
            N(3)-Si(5)-C(48)            113.66(16) 
            N(3)-Si(5)-C(47)            111.49(15) 
            C(48)-Si(5)-C(47)           105.37(18) 
            N(3)-Si(5)-C(49)            113.72(16) 
            C(48)-Si(5)-C(49)           106.16(17) 
            C(47)-Si(5)-C(49)           105.76(18) 
            N(3)-Si(5)-Mg(1)             33.66(9) 
            C(48)-Si(5)-Mg(1)           129.45(13) 
            C(47)-Si(5)-Mg(1)            78.08(12) 
            C(49)-Si(5)-Mg(1)           121.64(13) 
            N(3)-Si(6)-C(52)            111.37(15) 
            N(3)-Si(6)-C(51)            113.92(16) 
            C(52)-Si(6)-C(51)           105.19(17) 
            N(3)-Si(6)-C(50)            114.20(16) 
            C(52)-Si(6)-C(50)           106.08(18) 
            C(51)-Si(6)-C(50)           105.33(19) 
            N(3)-Si(6)-Mg(1)             34.05(10) 
            C(52)-Si(6)-Mg(1)            77.92(12) 
            C(51)-Si(6)-Mg(1)           131.76(13) 
            C(50)-Si(6)-Mg(1)           120.25(14) 
            Si(1)-N(1)-Si(2)            121.48(16) 
            Si(1)-N(1)-Mg(1)            119.33(15) 
            Si(2)-N(1)-Mg(1)            119.19(16) 
            Si(3)-N(2)-Si(4)            122.32(16) 
            Si(3)-N(2)-Mg(1)            119.01(15) 
            Si(4)-N(2)-Mg(1)            118.63(15) 
            Si(6)-N(3)-Si(5)            123.26(16) 
            Si(6)-N(3)-Mg(1)            118.07(15) 
            Si(5)-N(3)-Mg(1)            118.62(14) 



            C(2)-C(1)-C(5)              107.6(4) 
            C(2)-C(1)-Fe(1)              69.8(2) 
            C(5)-C(1)-Fe(1)              69.7(2) 
            C(2)-C(1)-H(1)              132(2) 
            C(5)-C(1)-H(1)              121(2) 
            Fe(1)-C(1)-H(1)             125(2) 
            C(1)-C(2)-C(3)              108.8(4) 
            C(1)-C(2)-Fe(1)              70.1(2) 
            C(3)-C(2)-Fe(1)              69.8(2) 
            C(1)-C(2)-H(2)              129(2) 
            C(3)-C(2)-H(2)              122(2) 
            Fe(1)-C(2)-H(2)             125(2) 
            C(2)-C(3)-C(4)              107.7(4) 
            C(2)-C(3)-Fe(1)              69.7(2) 
            C(4)-C(3)-Fe(1)              69.8(2) 
            C(2)-C(3)-H(3)              127.2(19) 
            C(4)-C(3)-H(3)              125.0(19) 
            Fe(1)-C(3)-H(3)             123.3(18) 
            C(5)-C(4)-C(3)              107.9(4) 
            C(5)-C(4)-Fe(1)              69.9(2) 
            C(3)-C(4)-Fe(1)              69.6(2) 
            C(5)-C(4)-H(4)              123.0(19) 
            C(3)-C(4)-H(4)              129.1(19) 
            Fe(1)-C(4)-H(4)             127.7(19) 
            C(4)-C(5)-C(1)              108.1(4) 
            C(4)-C(5)-Fe(1)              69.8(2) 
            C(1)-C(5)-Fe(1)              69.5(2) 
            C(4)-C(5)-H(5)              125(2) 
            C(1)-C(5)-H(5)              127(2) 
            Fe(1)-C(5)-H(5)             126(2) 
            C(10)-C(6)-C(7)             108.2(4) 
            C(10)-C(6)-Fe(1)             69.4(2) 
            C(7)-C(6)-Fe(1)              69.9(2) 
            C(10)-C(6)-K(1)              76.1(2) 
            C(7)-C(6)-K(1)               79.4(2) 
            Fe(1)-C(6)-K(1)             122.33(18) 
            C(10)-C(6)-H(6)             126(2) 
            C(7)-C(6)-H(6)              125(2) 
            Fe(1)-C(6)-H(6)             123(2) 
            K(1)-C(6)-H(6)              115(2) 
            C(8)-C(7)-C(6)              107.1(4) 
            C(8)-C(7)-Fe(1)              69.4(2) 
            C(6)-C(7)-Fe(1)              69.4(2) 
            C(8)-C(7)-K(1)               77.0(2) 
            C(6)-C(7)-K(1)               75.2(2) 
            Fe(1)-C(7)-K(1)             119.78(18) 
            C(8)-C(7)-H(7)              124(2) 
            C(6)-C(7)-H(7)              129(2) 
            Fe(1)-C(7)-H(7)             125.1(19) 
            K(1)-C(7)-H(7)              115.1(19) 
            C(9)-C(8)-C(7)              108.8(4) 
            C(9)-C(8)-Fe(1)              69.6(2) 
            C(7)-C(8)-Fe(1)              70.1(2) 
            C(9)-C(8)-K(1)               75.7(2) 
            C(7)-C(8)-K(1)               77.9(2) 
            Fe(1)-C(8)-K(1)             120.62(18) 
            C(9)-C(8)-H(8)              129(2) 



            C(7)-C(8)-H(8)              122(2) 
            Fe(1)-C(8)-H(8)             123(2) 
            K(1)-C(8)-H(8)              116(2) 
            C(8)-C(9)-C(10)             108.3(4) 
            C(8)-C(9)-Fe(1)              70.2(2) 
            C(10)-C(9)-Fe(1)             69.7(2) 
            C(8)-C(9)-K(1)               79.2(2) 
            C(10)-C(9)-K(1)              76.2(2) 
            Fe(1)-C(9)-K(1)             122.85(19) 
            C(8)-C(9)-H(9)              125(2) 
            C(10)-C(9)-H(9)             127(2) 
            Fe(1)-C(9)-H(9)             122(2) 
            K(1)-C(9)-H(9)              116(2) 
            C(6)-C(10)-C(9)             107.6(4) 
            C(6)-C(10)-Fe(1)             70.0(2) 
            C(9)-C(10)-Fe(1)             69.5(2) 
            C(6)-C(10)-K(1)              78.3(2) 
            C(9)-C(10)-K(1)              78.2(2) 
            Fe(1)-C(10)-K(1)            123.91(18) 
            C(6)-C(10)-H(10)            123(2) 
            C(9)-C(10)-H(10)            129(2) 
            Fe(1)-C(10)-H(10)           123(2) 
            K(1)-C(10)-H(10)            113(2) 
            C(15)-C(11)-C(12)           107.7(4) 
            C(15)-C(11)-Fe(2)            69.6(3) 
            C(12)-C(11)-Fe(2)            69.7(3) 
            C(15)-C(11)-K(1)             79.4(3) 
            C(12)-C(11)-K(1)             76.9(2) 
            Fe(2)-C(11)-K(1)            123.6(2) 
            C(15)-C(11)-H(11)           125(3) 
            C(12)-C(11)-H(11)           127(3) 
            Fe(2)-C(11)-H(11)           122(3) 
            K(1)-C(11)-H(11)            115(3) 
            C(13)-C(12)-C(11)           107.5(4) 
            C(13)-C(12)-Fe(2)            69.2(2) 
            C(11)-C(12)-Fe(2)            69.6(3) 
            C(13)-C(12)-K(1)             79.7(3) 
            C(11)-C(12)-K(1)             77.1(3) 
            Fe(2)-C(12)-K(1)            123.7(2) 
            C(13)-C(12)-H(12)           125(3) 
            C(11)-C(12)-H(12)           127(3) 
            Fe(2)-C(12)-H(12)           126(2) 
            K(1)-C(12)-H(12)            111(2) 
            C(14)-C(13)-C(12)           108.5(4) 
            C(14)-C(13)-Fe(2)            70.4(3) 
            C(12)-C(13)-Fe(2)            70.3(3) 
            C(14)-C(13)-K(1)             78.3(3) 
            C(12)-C(13)-K(1)             74.9(2) 
            Fe(2)-C(13)-K(1)            121.5(2) 
            C(14)-C(13)-H(13)           122(3) 
            C(12)-C(13)-H(13)           129(3) 
            Fe(2)-C(13)-H(13)           119(3) 
            K(1)-C(13)-H(13)            120(3) 
            C(15)-C(14)-C(13)           107.8(4) 
            C(15)-C(14)-Fe(2)            69.6(3) 
            C(13)-C(14)-Fe(2)            69.3(3) 
            C(15)-C(14)-K(1)             76.4(3) 



            C(13)-C(14)-K(1)             76.6(3) 
            Fe(2)-C(14)-K(1)            120.0(2) 
            C(15)-C(14)-H(14)           127(2) 
            C(13)-C(14)-H(14)           125(2) 
            Fe(2)-C(14)-H(14)           120(2) 
            K(1)-C(14)-H(14)            120(2) 
            C(14)-C(15)-C(11)           108.5(4) 
            C(14)-C(15)-Fe(2)            70.1(3) 
            C(11)-C(15)-Fe(2)            70.1(3) 
            C(14)-C(15)-K(1)             78.5(3) 
            C(11)-C(15)-K(1)             75.1(3) 
            Fe(2)-C(15)-K(1)            121.4(2) 
            C(14)-C(15)-H(15)           129(2) 
            C(11)-C(15)-H(15)           123(2) 
            Fe(2)-C(15)-H(15)           128(2) 
            K(1)-C(15)-H(15)            110(2) 
            C(20)-C(16)-C(17)           108.2(4) 
            C(20)-C(16)-Fe(2)            70.5(2) 
            C(17)-C(16)-Fe(2)            70.1(3) 
            C(20)-C(16)-H(16)           132(3) 
            C(17)-C(16)-H(16)           119(3) 
            Fe(2)-C(16)-H(16)           121(2) 
            C(18)-C(17)-C(16)           108.0(4) 
            C(18)-C(17)-Fe(2)            70.3(2) 
            C(16)-C(17)-Fe(2)            69.3(3) 
            C(18)-C(17)-H(17)           132(2) 
            C(16)-C(17)-H(17)           120(2) 
            Fe(2)-C(17)-H(17)           125(2) 
            C(17)-C(18)-C(19)           107.9(4) 
            C(17)-C(18)-Fe(2)            69.7(3) 
            C(19)-C(18)-Fe(2)            69.7(2) 
            C(17)-C(18)-H(18)           125(3) 
            C(19)-C(18)-H(18)           127(3) 
            Fe(2)-C(18)-H(18)           123(3) 
            C(20)-C(19)-C(18)           107.9(4) 
            C(20)-C(19)-Fe(2)            69.9(2) 
            C(18)-C(19)-Fe(2)            69.8(2) 
            C(20)-C(19)-H(19)           128(2) 
            C(18)-C(19)-H(19)           123(2) 
            Fe(2)-C(19)-H(19)           121(2) 
            C(16)-C(20)-C(19)           107.9(4) 
            C(16)-C(20)-Fe(2)            69.2(2) 
            C(19)-C(20)-Fe(2)            69.9(2) 
            C(16)-C(20)-H(20)           128(2) 
            C(19)-C(20)-H(20)           124(2) 
            Fe(2)-C(20)-H(20)           123(2) 
            C(26)-C(21)-C(22)           118.1(5) 
            C(26)-C(21)-C(27)           120.9(4) 
            C(22)-C(21)-C(27)           121.0(4) 
            C(23)-C(22)-C(21)           121.5(5) 
            C(23)-C(22)-K(1)             71.1(3) 
            C(21)-C(22)-K(1)             85.0(2) 
            C(23)-C(22)-H(22)           120(2) 
            C(21)-C(22)-H(22)           119(2) 
            K(1)-C(22)-H(22)            111(2) 
            C(22)-C(23)-C(24)           119.7(5) 
            C(22)-C(23)-K(1)             86.0(3) 



            C(24)-C(23)-K(1)             75.2(3) 
            C(22)-C(23)-H(23)           121(2) 
            C(24)-C(23)-H(23)           119(2) 
            K(1)-C(23)-H(23)            105(2) 
            C(25)-C(24)-C(23)           119.8(5) 
            C(25)-C(24)-K(1)             82.6(3) 
            C(23)-C(24)-K(1)             80.4(3) 
            C(25)-C(24)-H(24)           124(3) 
            C(23)-C(24)-H(24)           116(3) 
            K(1)-C(24)-H(24)            105(3) 
            C(24)-C(25)-C(26)           119.9(5) 
            C(24)-C(25)-K(1)             73.7(3) 
            C(26)-C(25)-K(1)             86.4(3) 
            C(24)-C(25)-H(25)           121(3) 
            C(26)-C(25)-H(25)           119(3) 
            K(1)-C(25)-H(25)            113(3) 
            C(21)-C(26)-C(25)           121.0(5) 
            C(21)-C(26)-H(26)           122(3) 
            C(25)-C(26)-H(26)           117(3) 
            C(21)-C(27)-H(27A)          109.5 
            C(21)-C(27)-H(27B)          109.5 
            H(27A)-C(27)-H(27B)         109.5 
            C(21)-C(27)-H(27C)          109.5 
            H(27A)-C(27)-H(27C)         109.5 
            H(27B)-C(27)-H(27C)         109.5 
            C(33)-C(28)-C(29)           118.0(4) 
            C(33)-C(28)-C(34)           121.4(4) 
            C(29)-C(28)-C(34)           120.6(4) 
            C(30)-C(29)-C(28)           121.2(4) 
            C(30)-C(29)-H(29)           115(2) 
            C(28)-C(29)-H(29)           123(2) 
            C(31)-C(30)-C(29)           119.5(5) 
            C(31)-C(30)-K(1)             72.2(3) 
            C(29)-C(30)-K(1)             86.1(3) 
            C(31)-C(30)-H(30)           119(2) 
            C(29)-C(30)-H(30)           122(2) 
            K(1)-C(30)-H(30)            116(2) 
            C(32)-C(31)-C(30)           119.8(5) 
            C(32)-C(31)-K(1)             78.8(3) 
            C(30)-C(31)-K(1)             84.0(3) 
            C(32)-C(31)-H(31)           123(2) 
            C(30)-C(31)-H(31)           117(2) 
            K(1)-C(31)-H(31)            111(2) 
            C(33)-C(32)-C(31)           120.9(5) 
            C(33)-C(32)-K(1)             86.0(3) 
            C(31)-C(32)-K(1)             76.9(3) 
            C(33)-C(32)-H(32)           117(2) 
            C(31)-C(32)-H(32)           122(2) 
            K(1)-C(32)-H(32)            105(2) 
            C(32)-C(33)-C(28)           120.5(5) 
            C(32)-C(33)-K(1)             70.7(3) 
            C(28)-C(33)-K(1)             85.8(3) 
            C(32)-C(33)-H(33)           122(2) 
            C(28)-C(33)-H(33)           118(2) 
            K(1)-C(33)-H(33)            116(2) 
            C(28)-C(34)-H(34A)          109.5 
            C(28)-C(34)-H(34B)          109.5 



            H(34A)-C(34)-H(34B)         109.5 
            C(28)-C(34)-H(34C)          109.5 
            H(34A)-C(34)-H(34C)         109.5 
            H(34B)-C(34)-H(34C)         109.5 
            Si(1)-C(35)-H(35A)          109.5 
            Si(1)-C(35)-H(35B)          109.5 
            H(35A)-C(35)-H(35B)         109.5 
            Si(1)-C(35)-H(35C)          109.5 
            H(35A)-C(35)-H(35C)         109.5 
            H(35B)-C(35)-H(35C)         109.5 
            Si(1)-C(36)-H(36A)          109.5 
            Si(1)-C(36)-H(36B)          109.5 
            H(36A)-C(36)-H(36B)         109.5 
            Si(1)-C(36)-H(36C)          109.5 
            H(36A)-C(36)-H(36C)         109.5 
            H(36B)-C(36)-H(36C)         109.5 
            Si(1)-C(37)-H(37A)          109.5 
            Si(1)-C(37)-H(37B)          109.5 
            H(37A)-C(37)-H(37B)         109.5 
            Si(1)-C(37)-H(37C)          109.5 
            H(37A)-C(37)-H(37C)         109.5 
            H(37B)-C(37)-H(37C)         109.5 
            Si(2)-C(38)-H(38A)          109.5 
            Si(2)-C(38)-H(38B)          109.5 
            H(38A)-C(38)-H(38B)         109.5 
            Si(2)-C(38)-H(38C)          109.5 
            H(38A)-C(38)-H(38C)         109.5 
            H(38B)-C(38)-H(38C)         109.5 
            Si(2)-C(39)-H(39A)          109.5 
            Si(2)-C(39)-H(39B)          109.5 
            H(39A)-C(39)-H(39B)         109.5 
            Si(2)-C(39)-H(39C)          109.5 
            H(39A)-C(39)-H(39C)         109.5 
            H(39B)-C(39)-H(39C)         109.5 
            Si(2)-C(40)-H(40A)          109.5 
            Si(2)-C(40)-H(40B)          109.5 
            H(40A)-C(40)-H(40B)         109.5 
            Si(2)-C(40)-H(40C)          109.5 
            H(40A)-C(40)-H(40C)         109.5 
            H(40B)-C(40)-H(40C)         109.5 
            Si(3)-C(41)-H(41A)          109.5 
            Si(3)-C(41)-H(41B)          109.5 
            H(41A)-C(41)-H(41B)         109.5 
            Si(3)-C(41)-H(41C)          109.5 
            H(41A)-C(41)-H(41C)         109.5 
            H(41B)-C(41)-H(41C)         109.5 
            Si(3)-C(42)-H(42A)          109.5 
            Si(3)-C(42)-H(42B)          109.5 
            H(42A)-C(42)-H(42B)         109.5 
            Si(3)-C(42)-H(42C)          109.5 
            H(42A)-C(42)-H(42C)         109.5 
            H(42B)-C(42)-H(42C)         109.5 
            Si(3)-C(43)-H(43A)          109.5 
            Si(3)-C(43)-H(43B)          109.5 
            H(43A)-C(43)-H(43B)         109.5 
            Si(3)-C(43)-H(43C)          109.5 
            H(43A)-C(43)-H(43C)         109.5 



            H(43B)-C(43)-H(43C)         109.5 
            Si(4)-C(44)-H(44A)          109.5 
            Si(4)-C(44)-H(44B)          109.5 
            H(44A)-C(44)-H(44B)         109.5 
            Si(4)-C(44)-H(44C)          109.5 
            H(44A)-C(44)-H(44C)         109.5 
            H(44B)-C(44)-H(44C)         109.5 
            Si(4)-C(45)-H(45A)          109.5 
            Si(4)-C(45)-H(45B)          109.5 
            H(45A)-C(45)-H(45B)         109.5 
            Si(4)-C(45)-H(45C)          109.5 
            H(45A)-C(45)-H(45C)         109.5 
            H(45B)-C(45)-H(45C)         109.5 
            Si(4)-C(46)-H(46A)          109.5 
            Si(4)-C(46)-H(46B)          109.5 
            H(46A)-C(46)-H(46B)         109.5 
            Si(4)-C(46)-H(46C)          109.5 
            H(46A)-C(46)-H(46C)         109.5 
            H(46B)-C(46)-H(46C)         109.5 
            Si(5)-C(47)-H(47A)          109.5 
            Si(5)-C(47)-H(47B)          109.5 
            H(47A)-C(47)-H(47B)         109.5 
            Si(5)-C(47)-H(47C)          109.5 
            H(47A)-C(47)-H(47C)         109.5 
            H(47B)-C(47)-H(47C)         109.5 
            Si(5)-C(48)-H(48A)          109.5 
            Si(5)-C(48)-H(48B)          109.5 
            H(48A)-C(48)-H(48B)         109.5 
            Si(5)-C(48)-H(48C)          109.5 
            H(48A)-C(48)-H(48C)         109.5 
            H(48B)-C(48)-H(48C)         109.5 
            Si(5)-C(49)-H(49A)          109.5 
            Si(5)-C(49)-H(49B)          109.5 
            H(49A)-C(49)-H(49B)         109.5 
            Si(5)-C(49)-H(49C)          109.5 
            H(49A)-C(49)-H(49C)         109.5 
            H(49B)-C(49)-H(49C)         109.5 
            Si(6)-C(50)-H(50A)          109.5 
            Si(6)-C(50)-H(50B)          109.5 
            H(50A)-C(50)-H(50B)         109.5 
            Si(6)-C(50)-H(50C)          109.5 
            H(50A)-C(50)-H(50C)         109.5 
 
             
            H(50B)-C(50)-H(50C)         109.5 
            Si(6)-C(51)-H(51A)          109.5 
            Si(6)-C(51)-H(51B)          109.5 
            H(51A)-C(51)-H(51B)         109.5 
            Si(6)-C(51)-H(51C)          109.5 
            H(51A)-C(51)-H(51C)         109.5 
            H(51B)-C(51)-H(51C)         109.5 
            Si(6)-C(52)-H(52A)          109.5 
            Si(6)-C(52)-H(52B)          109.5 
            H(52A)-C(52)-H(52B)         109.5 
            Si(6)-C(52)-H(52C)          109.5 
            H(52A)-C(52)-H(52C)         109.5 
            H(52B)-C(52)-H(52C)         109.5 



           
_____________________________________________________________ 
  
           Symmetry transformations used to generate equivalent atoms: 
  

Table 4.  Anisotropic displacement parameters (A^2 x 10^3) for   
          grem96. 

              The anisotropic displacement factor exponent takes the   
              form: -2 pi^2 [ h^2 a*^2 U11 + ... + 2 h k a* b* U12 ] 
 
  
    
_______________________________________________________________________ 
  
              U11        U22        U33        U23        U13        
U12 
    
_______________________________________________________________________ 
  
    Fe(1)    29(1)      33(1)      24(1)       0(1)       8(1)      1(1) 
    Fe(2)    24(1)      30(1)      29(1)       0(1)       6(1)     -1(1) 
    K(1)     26(1)      56(1)      28(1)       1(1)       5(1)      0(1) 
    Mg(1)    22(1)      23(1)      25(1)       1(1)       4(1)      2(1) 
    Si(1)    34(1)      38(1)      28(1)       3(1)       9(1)      4(1) 
    Si(2)    24(1)      34(1)      39(1)      -1(1)       8(1)     -2(1) 
    Si(3)    22(1)      30(1)      34(1)       0(1)       6(1)      2(1) 
    Si(4)    29(1)      23(1)      30(1)       2(1)       2(1)      3(1) 
    Si(5)    37(1)      26(1)      26(1)       1(1)       6(1)     -2(1) 
    Si(6)    27(1)      24(1)      33(1)      -1(1)       2(1)      3(1) 
    N(1)     20(2)      30(2)      29(2)       3(1)       6(1)      0(1) 
    N(2)     18(2)      24(2)      29(2)       0(1)       4(1)      1(1) 
    N(3)     27(2)      20(2)      26(2)      -1(1)       3(1)     -1(1) 
    C(1)     41(3)      46(3)      26(2)      13(2)       6(2)     11(2) 
    C(2)     37(3)      54(3)      21(2)       0(2)       2(2)     -8(3) 
    C(3)     49(3)      37(3)      31(3)      -7(2)      18(2)     -1(2) 
    C(4)     28(3)      53(3)      31(2)      -1(2)      15(2)      4(2) 
    C(5)     44(3)      40(3)      29(2)       9(2)      11(2)    -10(2) 
    C(6)     33(3)      39(3)      29(2)       1(2)      13(2)     12(2) 
    C(7)     39(3)      38(3)      26(2)       1(2)      13(2)     -6(2) 
    C(8)     61(3)      21(3)      31(3)       3(2)      12(2)     14(2) 
    C(9)     32(3)      49(3)      26(2)      -1(2)       3(2)      4(2) 
    C(10)    42(3)      34(3)      29(2)      -5(2)       7(2)     -1(2) 
    C(11)    31(3)      63(4)      42(3)      17(3)      10(2)      8(2) 
    C(12)    27(3)      42(3)      66(4)     -19(3)      17(2)      0(2) 
    C(13)    27(3)      73(4)      32(3)       8(3)      10(2)      2(2) 
    C(14)    30(3)      34(3)      75(4)       7(3)      17(3)     -3(2) 
    C(15)    31(3)      66(4)      41(3)     -24(3)       5(2)    -16(2) 
    C(16)    34(3)      49(3)      63(4)      20(3)      13(3)     -6(2) 
    C(17)    31(3)      35(3)      60(4)      -8(3)      10(2)     -6(2) 
    C(18)    25(2)      60(4)      32(3)       2(3)       4(2)      1(2) 
    C(19)    29(3)      31(3)      68(4)       0(3)      14(2)      6(2) 
    C(20)    31(3)      64(4)      40(3)      -5(3)      15(2)      1(2) 
    C(21)    37(3)      42(3)      39(3)      -9(2)       1(2)    -13(2) 
    C(22)    38(3)      58(3)      33(3)      -7(2)       5(2)    -11(2) 
    C(23)    45(3)      69(4)      36(3)       6(3)      -6(3)    -13(3) 
    C(24)    34(3)      62(4)      55(4)      -5(3)       6(3)     -5(3) 
    C(25)    52(4)      57(3)      53(4)     -12(3)      26(3)    -20(3) 



    C(26)    70(4)      43(3)      37(3)       2(2)      11(3)    -15(3) 
    C(27)    63(4)      59(3)      81(4)      -8(3)      -3(3)     -2(3) 
    C(28)    28(3)      60(3)      42(3)       6(2)       4(2)      1(2) 
    C(29)    56(4)      59(3)      33(3)      -8(3)       8(3)      2(3) 
    C(30)    41(3)      65(3)      38(3)      -3(3)      14(2)      6(3) 
    C(31)    18(3)      69(4)      65(4)       1(3)       0(3)      0(3) 
    C(32)    35(3)      77(4)      44(3)     -12(3)       0(3)     11(3) 
    C(33)    42(3)      73(4)      29(3)       1(3)       7(2)     13(3) 
    C(34)    58(4)      82(4)      70(4)       4(3)      10(3)     -7(3) 
    C(35)    42(3)      63(3)      28(2)       0(2)       0(2)     -2(2) 
    C(36)    65(3)      60(3)      36(3)      -2(2)      19(2)     16(2) 
    C(37)    55(3)      62(3)      49(3)      22(2)       6(2)     10(2) 
    C(38)    31(3)      48(3)      65(3)       0(2)       2(2)      9(2) 
    C(39)    33(3)      66(3)      41(3)      -3(2)       1(2)    -11(2) 
    C(40)    33(3)      46(3)      56(3)      -3(2)      11(2)     -1(2) 
    C(41)    29(2)      42(3)      50(3)       0(2)       7(2)     -5(2) 
    C(42)    28(2)      48(3)      46(3)       2(2)      10(2)      1(2) 
    C(43)    24(2)      43(3)      47(3)       3(2)      -1(2)      2(2) 
    C(44)    56(3)      33(2)      37(3)      -2(2)       9(2)      6(2) 
    C(45)    47(3)      30(2)      36(2)       2(2)       3(2)      4(2) 
    C(46)    43(3)      27(2)      49(3)       0(2)      -3(2)     -4(2) 
    C(47)    61(3)      36(3)      26(2)      -6(2)       7(2)      1(2) 
    C(48)    47(3)      43(3)      31(2)       8(2)       0(2)    -10(2) 
    C(49)    47(3)      44(3)      34(3)       3(2)      12(2)     -1(2) 
    C(50)    40(3)      38(3)      72(3)      -8(2)      -2(2)      8(2) 
    C(51)    48(3)      30(2)      41(3)      -1(2)       9(2)      0(2) 
    C(52)    47(3)      32(2)      40(3)      -7(2)      10(2)      2(2) 
    
_______________________________________________________________________ 
 



 
         Table 5.  Torsion angles [deg] for grem96. 
         
________________________________________________________________ 
  
          N(2)-Mg(1)-Si(1)-N(1)                               137.9(2) 
          N(3)-Mg(1)-Si(1)-N(1)                               -68.3(2) 
          Si(6)-Mg(1)-Si(1)-N(1)                              -78.37(17) 
          Si(4)-Mg(1)-Si(1)-N(1)                              112.17(18) 
          Si(5)-Mg(1)-Si(1)-N(1)                              -38.7(2) 
          Si(3)-Mg(1)-Si(1)-N(1)                              165.30(18) 
          Si(2)-Mg(1)-Si(1)-N(1)                               -0.45(17) 
          N(1)-Mg(1)-Si(1)-C(35)                              169.8(2) 
          N(2)-Mg(1)-Si(1)-C(35)                              -52.27(16) 
          N(3)-Mg(1)-Si(1)-C(35)                              101.57(18) 
          Si(6)-Mg(1)-Si(1)-C(35)                              91.47(14) 
          Si(4)-Mg(1)-Si(1)-C(35)                             -77.98(14) 
          Si(5)-Mg(1)-Si(1)-C(35)                             131.17(18) 
          Si(3)-Mg(1)-Si(1)-C(35)                             -24.85(14) 
          Si(2)-Mg(1)-Si(1)-C(35)                             169.39(14) 
          N(1)-Mg(1)-Si(1)-C(37)                              -86.8(2) 
          N(2)-Mg(1)-Si(1)-C(37)                               51.06(18) 
          N(3)-Mg(1)-Si(1)-C(37)                             -155.1(2) 
          Si(6)-Mg(1)-Si(1)-C(37)                            -165.20(16) 
          Si(4)-Mg(1)-Si(1)-C(37)                              25.35(16) 
          Si(5)-Mg(1)-Si(1)-C(37)                            -125.51(19) 
          Si(3)-Mg(1)-Si(1)-C(37)                              78.48(16) 
          Si(2)-Mg(1)-Si(1)-C(37)                             -87.28(16) 
          N(1)-Mg(1)-Si(1)-C(36)                               69.2(3) 
          N(2)-Mg(1)-Si(1)-C(36)                             -153.0(2) 
          N(3)-Mg(1)-Si(1)-C(36)                                0.9(2) 
          Si(6)-Mg(1)-Si(1)-C(36)                              -9.2(2) 
          Si(4)-Mg(1)-Si(1)-C(36)                            -178.67(19) 
          Si(5)-Mg(1)-Si(1)-C(36)                              30.5(2) 
          Si(3)-Mg(1)-Si(1)-C(36)                            -125.54(19) 
          Si(2)-Mg(1)-Si(1)-C(36)                              68.71(19) 
          N(2)-Mg(1)-Si(2)-N(1)                               -67.2(2) 
          N(3)-Mg(1)-Si(2)-N(1)                               138.69(19) 
          Si(6)-Mg(1)-Si(2)-N(1)                              112.38(17) 
          Si(4)-Mg(1)-Si(2)-N(1)                              -76.06(17) 
          Si(5)-Mg(1)-Si(2)-N(1)                              166.54(18) 
          Si(3)-Mg(1)-Si(2)-N(1)                              -40.1(2) 
          Si(1)-Mg(1)-Si(2)-N(1)                                0.45(17) 
          N(1)-Mg(1)-Si(2)-C(39)                              167.7(2) 
          N(2)-Mg(1)-Si(2)-C(39)                              100.58(19) 
          N(3)-Mg(1)-Si(2)-C(39)                              -53.57(16) 
          Si(6)-Mg(1)-Si(2)-C(39)                             -79.88(14) 
          Si(4)-Mg(1)-Si(2)-C(39)                              91.68(14) 
          Si(5)-Mg(1)-Si(2)-C(39)                             -25.72(14) 
          Si(3)-Mg(1)-Si(2)-C(39)                             127.59(19) 
          Si(1)-Mg(1)-Si(2)-C(39)                             168.19(14) 
          N(1)-Mg(1)-Si(2)-C(40)                               67.4(2) 
          N(2)-Mg(1)-Si(2)-C(40)                                0.2(2) 
          N(3)-Mg(1)-Si(2)-C(40)                             -153.9(2) 
          Si(6)-Mg(1)-Si(2)-C(40)                             179.75(18) 
          Si(4)-Mg(1)-Si(2)-C(40)                              -8.68(19) 
          Si(5)-Mg(1)-Si(2)-C(40)                            -126.09(18) 



          Si(3)-Mg(1)-Si(2)-C(40)                              27.2(2) 
          Si(1)-Mg(1)-Si(2)-C(40)                              67.83(18) 
          N(1)-Mg(1)-Si(2)-C(38)                              -89.2(2) 
          N(2)-Mg(1)-Si(2)-C(38)                             -156.4(2) 
          N(3)-Mg(1)-Si(2)-C(38)                               49.50(18) 
          Si(6)-Mg(1)-Si(2)-C(38)                              23.19(16) 
          Si(4)-Mg(1)-Si(2)-C(38)                            -165.25(16) 
          Si(5)-Mg(1)-Si(2)-C(38)                              77.35(16) 
          Si(3)-Mg(1)-Si(2)-C(38)                            -129.34(19) 
          Si(1)-Mg(1)-Si(2)-C(38)                             -88.74(16) 
          N(1)-Mg(1)-Si(3)-N(2)                               -68.6(2) 
          N(3)-Mg(1)-Si(3)-N(2)                               137.2(2) 
          Si(6)-Mg(1)-Si(3)-N(2)                              164.99(18) 
          Si(4)-Mg(1)-Si(3)-N(2)                               -1.29(17) 
          Si(5)-Mg(1)-Si(3)-N(2)                              110.64(18) 
          Si(2)-Mg(1)-Si(3)-N(2)                              -43.9(2) 
          Si(1)-Mg(1)-Si(3)-N(2)                              -78.05(17) 
          N(1)-Mg(1)-Si(3)-C(41)                              100.78(18) 
          N(2)-Mg(1)-Si(3)-C(41)                              169.4(2) 
          N(3)-Mg(1)-Si(3)-C(41)                              -53.38(15) 
          Si(6)-Mg(1)-Si(3)-C(41)                             -25.62(13) 
          Si(4)-Mg(1)-Si(3)-C(41)                             168.11(13) 
          Si(5)-Mg(1)-Si(3)-C(41)                             -79.97(13) 
          Si(2)-Mg(1)-Si(3)-C(41)                             125.46(18) 
          Si(1)-Mg(1)-Si(3)-C(41)                              91.35(13) 
          N(1)-Mg(1)-Si(3)-C(43)                                0.3(2) 
          N(2)-Mg(1)-Si(3)-C(43)                               68.9(2) 
          N(3)-Mg(1)-Si(3)-C(43)                             -153.83(18) 
          Si(6)-Mg(1)-Si(3)-C(43)                            -126.07(16) 
          Si(4)-Mg(1)-Si(3)-C(43)                              67.66(16) 
          Si(5)-Mg(1)-Si(3)-C(43)                             179.58(16) 
          Si(2)-Mg(1)-Si(3)-C(43)                              25.0(2) 
          Si(1)-Mg(1)-Si(3)-C(43)                              -9.10(17) 
          N(1)-Mg(1)-Si(3)-C(42)                             -157.49(18) 
          N(2)-Mg(1)-Si(3)-C(42)                              -88.9(2) 
          N(3)-Mg(1)-Si(3)-C(42)                               48.35(17) 
          Si(6)-Mg(1)-Si(3)-C(42)                              76.11(15) 
          Si(4)-Mg(1)-Si(3)-C(42)                             -90.17(15) 
          Si(5)-Mg(1)-Si(3)-C(42)                              21.76(15) 
          Si(2)-Mg(1)-Si(3)-C(42)                            -132.82(18) 
          Si(1)-Mg(1)-Si(3)-C(42)                            -166.93(14) 
          N(1)-Mg(1)-Si(4)-N(2)                               139.3(2) 
          N(3)-Mg(1)-Si(4)-N(2)                               -65.9(2) 
          Si(6)-Mg(1)-Si(4)-N(2)                              -37.6(2) 
          Si(5)-Mg(1)-Si(4)-N(2)                              -77.35(17) 
          Si(3)-Mg(1)-Si(4)-N(2)                                1.28(17) 
          Si(2)-Mg(1)-Si(4)-N(2)                              166.42(18) 
          Si(1)-Mg(1)-Si(4)-N(2)                              113.67(18) 
          N(1)-Mg(1)-Si(4)-C(46)                              -58.01(16) 
          N(2)-Mg(1)-Si(4)-C(46)                              162.6(2) 
          N(3)-Mg(1)-Si(4)-C(46)                               96.76(18) 
          Si(6)-Mg(1)-Si(4)-C(46)                             125.07(18) 
          Si(5)-Mg(1)-Si(4)-C(46)                              85.29(13) 
          Si(3)-Mg(1)-Si(4)-C(46)                             163.92(13) 
          Si(2)-Mg(1)-Si(4)-C(46)                             -30.94(13) 
          Si(1)-Mg(1)-Si(4)-C(46)                             -83.69(13) 
          N(1)-Mg(1)-Si(4)-C(45)                               45.84(17) 



          N(2)-Mg(1)-Si(4)-C(45)                              -93.5(2) 
          N(3)-Mg(1)-Si(4)-C(45)                             -159.39(18) 
          Si(6)-Mg(1)-Si(4)-C(45)                            -131.08(18) 
          Si(5)-Mg(1)-Si(4)-C(45)                            -170.86(14) 
          Si(3)-Mg(1)-Si(4)-C(45)                             -92.23(14) 
          Si(2)-Mg(1)-Si(4)-C(45)                              72.91(15) 
          Si(1)-Mg(1)-Si(4)-C(45)                              20.16(14) 
          N(1)-Mg(1)-Si(4)-C(44)                             -159.1(2) 
          N(2)-Mg(1)-Si(4)-C(44)                               61.6(3) 
          N(3)-Mg(1)-Si(4)-C(44)                               -4.3(2) 
          Si(6)-Mg(1)-Si(4)-C(44)                              24.0(2) 
          Si(5)-Mg(1)-Si(4)-C(44)                             -15.76(19) 
          Si(3)-Mg(1)-Si(4)-C(44)                              62.87(18) 
          Si(2)-Mg(1)-Si(4)-C(44)                            -131.99(18) 
          Si(1)-Mg(1)-Si(4)-C(44)                             175.26(18) 
          N(1)-Mg(1)-Si(5)-N(3)                               -72.1(2) 
          N(2)-Mg(1)-Si(5)-N(3)                               134.83(19) 
          Si(6)-Mg(1)-Si(5)-N(3)                               -1.36(17) 
          Si(4)-Mg(1)-Si(5)-N(3)                              162.39(18) 
          Si(3)-Mg(1)-Si(5)-N(3)                              108.67(17) 
          Si(2)-Mg(1)-Si(5)-N(3)                              -80.62(17) 
          Si(1)-Mg(1)-Si(5)-N(3)                              -48.6(2) 
          N(1)-Mg(1)-Si(5)-C(48)                                0.6(2) 
          N(2)-Mg(1)-Si(5)-C(48)                             -152.50(18) 
          N(3)-Mg(1)-Si(5)-C(48)                               72.7(2) 
          Si(6)-Mg(1)-Si(5)-C(48)                              71.31(16) 
          Si(4)-Mg(1)-Si(5)-C(48)                            -124.94(16) 
          Si(3)-Mg(1)-Si(5)-C(48)                            -178.66(16) 
          Si(2)-Mg(1)-Si(5)-C(48)                              -7.95(17) 
          Si(1)-Mg(1)-Si(5)-C(48)                              24.1(2) 
          N(1)-Mg(1)-Si(5)-C(47)                              100.80(18) 
          N(2)-Mg(1)-Si(5)-C(47)                              -52.29(16) 
          N(3)-Mg(1)-Si(5)-C(47)                              172.9(2) 
          Si(6)-Mg(1)-Si(5)-C(47)                             171.51(14) 
          Si(4)-Mg(1)-Si(5)-C(47)                             -24.74(14) 
          Si(3)-Mg(1)-Si(5)-C(47)                             -78.45(13) 
          Si(2)-Mg(1)-Si(5)-C(47)                              92.26(14) 
          Si(1)-Mg(1)-Si(5)-C(47)                             124.27(18) 
          N(1)-Mg(1)-Si(5)-C(49)                             -157.90(18) 
          N(2)-Mg(1)-Si(5)-C(49)                               49.01(17) 
          N(3)-Mg(1)-Si(5)-C(49)                              -85.8(2) 
          Si(6)-Mg(1)-Si(5)-C(49)                             -87.19(15) 
          Si(4)-Mg(1)-Si(5)-C(49)                              76.56(15) 
          Si(3)-Mg(1)-Si(5)-C(49)                              22.85(15) 
          Si(2)-Mg(1)-Si(5)-C(49)                            -166.44(15) 
          Si(1)-Mg(1)-Si(5)-C(49)                            -134.43(18) 
          N(1)-Mg(1)-Si(6)-N(3)                               137.26(19) 
          N(2)-Mg(1)-Si(6)-N(3)                               -69.0(2) 
          Si(4)-Mg(1)-Si(6)-N(3)                              -45.8(2) 
          Si(5)-Mg(1)-Si(6)-N(3)                                1.35(17) 
          Si(3)-Mg(1)-Si(6)-N(3)                              -78.55(17) 
          Si(2)-Mg(1)-Si(6)-N(3)                              111.46(17) 
          Si(1)-Mg(1)-Si(6)-N(3)                              164.65(18) 
          N(1)-Mg(1)-Si(6)-C(52)                              -53.57(15) 
          N(2)-Mg(1)-Si(6)-C(52)                              100.18(18) 
          N(3)-Mg(1)-Si(6)-C(52)                              169.2(2) 
          Si(4)-Mg(1)-Si(6)-C(52)                             123.34(18) 



          Si(5)-Mg(1)-Si(6)-C(52)                             170.52(13) 
          Si(3)-Mg(1)-Si(6)-C(52)                              90.62(13) 
          Si(2)-Mg(1)-Si(6)-C(52)                             -79.37(13) 
          Si(1)-Mg(1)-Si(6)-C(52)                             -26.18(13) 
          N(1)-Mg(1)-Si(6)-C(51)                             -153.25(19) 
          N(2)-Mg(1)-Si(6)-C(51)                                0.5(2) 
          N(3)-Mg(1)-Si(6)-C(51)                               69.5(2) 
          Si(4)-Mg(1)-Si(6)-C(51)                              23.7(2) 
          Si(5)-Mg(1)-Si(6)-C(51)                              70.84(17) 
          Si(3)-Mg(1)-Si(6)-C(51)                              -9.06(18) 
          Si(2)-Mg(1)-Si(6)-C(51)                            -179.06(17) 
          Si(1)-Mg(1)-Si(6)-C(51)                            -125.87(17) 
          N(1)-Mg(1)-Si(6)-C(50)                               48.15(19) 
          N(2)-Mg(1)-Si(6)-C(50)                             -158.11(19) 
          N(3)-Mg(1)-Si(6)-C(50)                              -89.1(2) 
          Si(4)-Mg(1)-Si(6)-C(50)                            -134.95(19) 
          Si(5)-Mg(1)-Si(6)-C(50)                             -87.76(16) 
          Si(3)-Mg(1)-Si(6)-C(50)                            -167.66(16) 
          Si(2)-Mg(1)-Si(6)-C(50)                              22.34(16) 
          Si(1)-Mg(1)-Si(6)-C(50)                              75.53(16) 
          C(35)-Si(1)-N(1)-Si(2)                              168.52(19) 
          C(37)-Si(1)-N(1)-Si(2)                              -69.9(2) 
          C(36)-Si(1)-N(1)-Si(2)                               49.8(3) 
          Mg(1)-Si(1)-N(1)-Si(2)                              179.2(3) 
          C(35)-Si(1)-N(1)-Mg(1)                              -10.7(2) 
          C(37)-Si(1)-N(1)-Mg(1)                              110.9(2) 
          C(36)-Si(1)-N(1)-Mg(1)                             -129.4(2) 
          C(39)-Si(2)-N(1)-Si(1)                              167.84(19) 
          C(40)-Si(2)-N(1)-Si(1)                               49.6(2) 
          C(38)-Si(2)-N(1)-Si(1)                              -70.9(2) 
          Mg(1)-Si(2)-N(1)-Si(1)                             -179.2(3) 
          C(39)-Si(2)-N(1)-Mg(1)                              -13.0(2) 
          C(40)-Si(2)-N(1)-Mg(1)                             -131.20(19) 
          C(38)-Si(2)-N(1)-Mg(1)                              108.2(2) 
          N(2)-Mg(1)-N(1)-Si(1)                               -49.6(2) 
          N(3)-Mg(1)-N(1)-Si(1)                               130.39(16) 
          Si(6)-Mg(1)-N(1)-Si(1)                              108.77(15) 
          Si(4)-Mg(1)-N(1)-Si(1)                              -70.10(16) 
          Si(5)-Mg(1)-N(1)-Si(1)                              161.29(10) 
          Si(3)-Mg(1)-N(1)-Si(1)                              -19.8(2) 
          Si(2)-Mg(1)-N(1)-Si(1)                              179.2(3) 
          N(2)-Mg(1)-N(1)-Si(2)                               131.21(16) 
          N(3)-Mg(1)-N(1)-Si(2)                               -48.8(2) 
          Si(6)-Mg(1)-N(1)-Si(2)                              -70.43(16) 
          Si(4)-Mg(1)-N(1)-Si(2)                              110.70(15) 
          Si(5)-Mg(1)-N(1)-Si(2)                              -17.9(2) 
          Si(3)-Mg(1)-N(1)-Si(2)                              161.05(10) 
          Si(1)-Mg(1)-N(1)-Si(2)                             -179.2(3) 
          C(41)-Si(3)-N(2)-Si(4)                              166.45(19) 
          C(43)-Si(3)-N(2)-Si(4)                               47.9(2) 
          C(42)-Si(3)-N(2)-Si(4)                              -73.7(2) 
          Mg(1)-Si(3)-N(2)-Si(4)                              177.6(3) 
          C(41)-Si(3)-N(2)-Mg(1)                              -11.2(2) 
          C(43)-Si(3)-N(2)-Mg(1)                             -129.71(18) 
          C(42)-Si(3)-N(2)-Mg(1)                              108.66(19) 
          C(46)-Si(4)-N(2)-Si(3)                              164.07(19) 
          C(45)-Si(4)-N(2)-Si(3)                              -74.6(2) 



          C(44)-Si(4)-N(2)-Si(3)                               45.4(2) 
          Mg(1)-Si(4)-N(2)-Si(3)                             -177.7(3) 
          C(46)-Si(4)-N(2)-Mg(1)                              -18.3(2) 
          C(45)-Si(4)-N(2)-Mg(1)                              103.0(2) 
          C(44)-Si(4)-N(2)-Mg(1)                             -136.92(18) 
          N(1)-Mg(1)-N(2)-Si(3)                               129.88(16) 
          N(3)-Mg(1)-N(2)-Si(3)                               -50.1(2) 
          Si(6)-Mg(1)-N(2)-Si(3)                              -20.0(2) 
          Si(4)-Mg(1)-N(2)-Si(3)                              177.7(3) 
          Si(5)-Mg(1)-N(2)-Si(3)                              -72.35(16) 
          Si(2)-Mg(1)-N(2)-Si(3)                              159.34(10) 
          Si(1)-Mg(1)-N(2)-Si(3)                              108.95(15) 
          N(1)-Mg(1)-N(2)-Si(4)                               -47.9(2) 
          N(3)-Mg(1)-N(2)-Si(4)                               132.17(16) 
          Si(6)-Mg(1)-N(2)-Si(4)                              162.25(10) 
          Si(5)-Mg(1)-N(2)-Si(4)                              109.92(15) 
          Si(3)-Mg(1)-N(2)-Si(4)                             -177.7(3) 
          Si(2)-Mg(1)-N(2)-Si(4)                              -18.4(2) 
          Si(1)-Mg(1)-N(2)-Si(4)                              -68.78(16) 
          C(52)-Si(6)-N(3)-Si(5)                              171.14(19) 
          C(51)-Si(6)-N(3)-Si(5)                               52.4(2) 
          C(50)-Si(6)-N(3)-Si(5)                              -68.7(3) 
          Mg(1)-Si(6)-N(3)-Si(5)                             -177.5(3) 
          C(52)-Si(6)-N(3)-Mg(1)                              -11.4(2) 
          C(51)-Si(6)-N(3)-Mg(1)                             -130.16(18) 
          C(50)-Si(6)-N(3)-Mg(1)                              108.7(2) 
          C(48)-Si(5)-N(3)-Si(6)                               51.1(2) 
          C(47)-Si(5)-N(3)-Si(6)                              170.0(2) 
          C(49)-Si(5)-N(3)-Si(6)                              -70.6(2) 
          Mg(1)-Si(5)-N(3)-Si(6)                              177.5(3) 
          C(48)-Si(5)-N(3)-Mg(1)                             -126.41(18) 
          C(47)-Si(5)-N(3)-Mg(1)                               -7.5(2) 
          C(49)-Si(5)-N(3)-Mg(1)                              111.96(19) 
          N(1)-Mg(1)-N(3)-Si(6)                               -50.6(2) 
          N(2)-Mg(1)-N(3)-Si(6)                               129.36(16) 
          Si(4)-Mg(1)-N(3)-Si(6)                              158.54(10) 
          Si(5)-Mg(1)-N(3)-Si(6)                             -177.6(3) 
          Si(3)-Mg(1)-N(3)-Si(6)                              108.23(15) 
          Si(2)-Mg(1)-N(3)-Si(6)                              -71.34(16) 
          Si(1)-Mg(1)-N(3)-Si(6)                              -20.8(2) 
          N(1)-Mg(1)-N(3)-Si(5)                               126.98(17) 
          N(2)-Mg(1)-N(3)-Si(5)                               -53.0(2) 
          Si(6)-Mg(1)-N(3)-Si(5)                              177.6(3) 
          Si(4)-Mg(1)-N(3)-Si(5)                              -23.9(2) 
          Si(3)-Mg(1)-N(3)-Si(5)                              -74.17(16) 
          Si(2)-Mg(1)-N(3)-Si(5)                              106.25(15) 
          Si(1)-Mg(1)-N(3)-Si(5)                              156.77(11) 
          C(9)-Fe(1)-C(1)-C(2)                                168.4(3) 
          C(10)-Fe(1)-C(1)-C(2)                              -157.8(2) 
          C(8)-Fe(1)-C(1)-C(2)                                -44.2(8) 
          C(6)-Fe(1)-C(1)-C(2)                               -115.0(3) 
          C(3)-Fe(1)-C(1)-C(2)                                 37.4(2) 
          C(4)-Fe(1)-C(1)-C(2)                                 81.3(3) 
          C(5)-Fe(1)-C(1)-C(2)                                118.7(4) 
          C(7)-Fe(1)-C(1)-C(2)                                -74.1(3) 
          C(9)-Fe(1)-C(1)-C(5)                                 49.7(5) 
          C(10)-Fe(1)-C(1)-C(5)                                83.5(3) 



          C(8)-Fe(1)-C(1)-C(5)                               -162.9(6) 
          C(6)-Fe(1)-C(1)-C(5)                                126.4(3) 
          C(2)-Fe(1)-C(1)-C(5)                               -118.7(4) 
          C(3)-Fe(1)-C(1)-C(5)                                -81.3(3) 
          C(4)-Fe(1)-C(1)-C(5)                                -37.4(2) 
          C(7)-Fe(1)-C(1)-C(5)                                167.2(3) 
          C(5)-C(1)-C(2)-C(3)                                   0.4(4) 
          Fe(1)-C(1)-C(2)-C(3)                                -59.3(3) 
          C(5)-C(1)-C(2)-Fe(1)                                 59.7(3) 
          C(9)-Fe(1)-C(2)-C(1)                               -158.8(6) 
          C(10)-Fe(1)-C(2)-C(1)                                46.6(5) 
          C(8)-Fe(1)-C(2)-C(1)                                166.8(3) 
          C(6)-Fe(1)-C(2)-C(1)                                 82.6(3) 
          C(3)-Fe(1)-C(2)-C(1)                               -119.9(4) 
          C(4)-Fe(1)-C(2)-C(1)                                -81.9(3) 
          C(5)-Fe(1)-C(2)-C(1)                                -38.3(2) 
          C(7)-Fe(1)-C(2)-C(1)                                125.9(3) 
          C(9)-Fe(1)-C(2)-C(3)                                -39.0(8) 
          C(10)-Fe(1)-C(2)-C(3)                               166.5(3) 
          C(8)-Fe(1)-C(2)-C(3)                                -73.3(3) 
          C(6)-Fe(1)-C(2)-C(3)                               -157.5(2) 
          C(1)-Fe(1)-C(2)-C(3)                                119.9(4) 
          C(4)-Fe(1)-C(2)-C(3)                                 37.9(2) 
          C(5)-Fe(1)-C(2)-C(3)                                 81.6(3) 
          C(7)-Fe(1)-C(2)-C(3)                               -114.3(3) 
          C(1)-C(2)-C(3)-C(4)                                  -0.2(4) 
          Fe(1)-C(2)-C(3)-C(4)                                -59.7(3) 
          C(1)-C(2)-C(3)-Fe(1)                                 59.5(3) 
          C(9)-Fe(1)-C(3)-C(2)                                168.5(3) 
          C(10)-Fe(1)-C(3)-C(2)                              -156.2(6) 
          C(8)-Fe(1)-C(3)-C(2)                                127.4(3) 
          C(6)-Fe(1)-C(3)-C(2)                                 48.7(5) 
          C(1)-Fe(1)-C(3)-C(2)                                -37.0(2) 
          C(4)-Fe(1)-C(3)-C(2)                               -118.8(4) 
          C(5)-Fe(1)-C(3)-C(2)                                -81.2(3) 
          C(7)-Fe(1)-C(3)-C(2)                                 84.2(3) 
          C(9)-Fe(1)-C(3)-C(4)                                -72.7(3) 
          C(10)-Fe(1)-C(3)-C(4)                               -37.4(8) 
          C(8)-Fe(1)-C(3)-C(4)                               -113.8(3) 
          C(6)-Fe(1)-C(3)-C(4)                                167.5(4) 
          C(2)-Fe(1)-C(3)-C(4)                                118.8(4) 
          C(1)-Fe(1)-C(3)-C(4)                                 81.8(3) 
          C(5)-Fe(1)-C(3)-C(4)                                 37.6(2) 
          C(7)-Fe(1)-C(3)-C(4)                               -157.0(3) 
          C(2)-C(3)-C(4)-C(5)                                   0.0(4) 
          Fe(1)-C(3)-C(4)-C(5)                                -59.6(3) 
          C(2)-C(3)-C(4)-Fe(1)                                 59.6(3) 
          C(9)-Fe(1)-C(4)-C(5)                               -113.8(3) 
          C(10)-Fe(1)-C(4)-C(5)                               -72.5(3) 
          C(8)-Fe(1)-C(4)-C(5)                               -156.1(3) 
          C(6)-Fe(1)-C(4)-C(5)                                -40.4(7) 
          C(2)-Fe(1)-C(4)-C(5)                                 81.2(3) 
          C(3)-Fe(1)-C(4)-C(5)                                119.0(4) 
          C(1)-Fe(1)-C(4)-C(5)                                 37.8(3) 
          C(7)-Fe(1)-C(4)-C(5)                                169.2(4) 
          C(9)-Fe(1)-C(4)-C(3)                                127.2(3) 
          C(10)-Fe(1)-C(4)-C(3)                               168.5(3) 



          C(8)-Fe(1)-C(4)-C(3)                                 84.9(3) 
          C(6)-Fe(1)-C(4)-C(3)                               -159.4(6) 
          C(2)-Fe(1)-C(4)-C(3)                                -37.9(3) 
          C(1)-Fe(1)-C(4)-C(3)                                -81.2(3) 
          C(5)-Fe(1)-C(4)-C(3)                               -119.0(4) 
          C(7)-Fe(1)-C(4)-C(3)                                 50.2(5) 
          C(3)-C(4)-C(5)-C(1)                                   0.3(4) 
          Fe(1)-C(4)-C(5)-C(1)                                -59.2(3) 
          C(3)-C(4)-C(5)-Fe(1)                                 59.4(3) 
          C(2)-C(1)-C(5)-C(4)                                  -0.4(4) 
          Fe(1)-C(1)-C(5)-C(4)                                 59.3(3) 
          C(2)-C(1)-C(5)-Fe(1)                                -59.7(3) 
          C(9)-Fe(1)-C(5)-C(4)                                 83.9(3) 
          C(10)-Fe(1)-C(5)-C(4)                               126.7(3) 
          C(8)-Fe(1)-C(5)-C(4)                                 51.0(5) 
          C(6)-Fe(1)-C(5)-C(4)                                167.3(3) 
          C(2)-Fe(1)-C(5)-C(4)                                -81.8(3) 
          C(3)-Fe(1)-C(5)-C(4)                                -37.9(3) 
          C(1)-Fe(1)-C(5)-C(4)                               -119.4(4) 
          C(7)-Fe(1)-C(5)-C(4)                               -161.6(6) 
          C(9)-Fe(1)-C(5)-C(1)                               -156.7(3) 
          C(10)-Fe(1)-C(5)-C(1)                              -114.0(3) 
          C(8)-Fe(1)-C(5)-C(1)                                170.4(4) 
          C(6)-Fe(1)-C(5)-C(1)                                -73.4(3) 
          C(2)-Fe(1)-C(5)-C(1)                                 37.6(3) 
          C(3)-Fe(1)-C(5)-C(1)                                 81.5(3) 
          C(4)-Fe(1)-C(5)-C(1)                                119.4(4) 
          C(7)-Fe(1)-C(5)-C(1)                                -42.2(8) 
          C(9)-Fe(1)-C(6)-C(10)                                38.1(2) 
          C(8)-Fe(1)-C(6)-C(10)                                81.5(3) 
          C(2)-Fe(1)-C(6)-C(10)                              -155.7(3) 
          C(3)-Fe(1)-C(6)-C(10)                               170.2(4) 
          C(1)-Fe(1)-C(6)-C(10)                              -113.6(3) 
          C(4)-Fe(1)-C(6)-C(10)                               -41.0(7) 
          C(5)-Fe(1)-C(6)-C(10)                               -72.5(3) 
          C(7)-Fe(1)-C(6)-C(10)                               119.5(4) 
          C(9)-Fe(1)-C(6)-C(7)                                -81.4(3) 
          C(10)-Fe(1)-C(6)-C(7)                              -119.5(4) 
          C(8)-Fe(1)-C(6)-C(7)                                -38.0(3) 
          C(2)-Fe(1)-C(6)-C(7)                                 84.8(3) 
          C(3)-Fe(1)-C(6)-C(7)                                 50.7(5) 
          C(1)-Fe(1)-C(6)-C(7)                                126.9(3) 
          C(4)-Fe(1)-C(6)-C(7)                               -160.5(6) 
          C(5)-Fe(1)-C(6)-C(7)                                168.0(3) 
          C(9)-Fe(1)-C(6)-K(1)                                -19.09(18) 
          C(10)-Fe(1)-C(6)-K(1)                               -57.2(2) 
          C(8)-Fe(1)-C(6)-K(1)                                 24.36(19) 
          C(2)-Fe(1)-C(6)-K(1)                                147.11(19) 
          C(3)-Fe(1)-C(6)-K(1)                                113.0(4) 
          C(1)-Fe(1)-C(6)-K(1)                               -170.76(19) 
          C(4)-Fe(1)-C(6)-K(1)                                -98.1(6) 
          C(5)-Fe(1)-C(6)-K(1)                               -129.7(2) 
          C(7)-Fe(1)-C(6)-K(1)                                 62.3(2) 
          C(12)-K(1)-C(6)-C(10)                              -178.6(3) 
          C(11)-K(1)-C(6)-C(10)                               169.0(2) 
          C(9)-K(1)-C(6)-C(10)                                -37.3(2) 
          C(15)-K(1)-C(6)-C(10)                               143.1(2) 



          C(13)-K(1)-C(6)-C(10)                               163.4(3) 
          C(14)-K(1)-C(6)-C(10)                               139.9(3) 
          C(8)-K(1)-C(6)-C(10)                                -75.4(3) 
          C(31)-K(1)-C(6)-C(10)                               -52.4(3) 
          C(7)-K(1)-C(6)-C(10)                               -111.9(4) 
          C(24)-K(1)-C(6)-C(10)                                28.5(3) 
          C(12)-K(1)-C(6)-C(7)                                -66.7(3) 
          C(11)-K(1)-C(6)-C(7)                                -79.1(3) 
          C(10)-K(1)-C(6)-C(7)                                111.9(4) 
          C(9)-K(1)-C(6)-C(7)                                  74.6(3) 
          C(15)-K(1)-C(6)-C(7)                               -105.0(3) 
          C(13)-K(1)-C(6)-C(7)                                -84.7(3) 
          C(14)-K(1)-C(6)-C(7)                               -108.2(3) 
          C(8)-K(1)-C(6)-C(7)                                  36.5(2) 
          C(31)-K(1)-C(6)-C(7)                                 59.5(3) 
          C(24)-K(1)-C(6)-C(7)                                140.4(3) 
          C(12)-K(1)-C(6)-Fe(1)                              -124.5(2) 
          C(11)-K(1)-C(6)-Fe(1)                              -136.9(2) 
          C(10)-K(1)-C(6)-Fe(1)                                54.1(2) 
          C(9)-K(1)-C(6)-Fe(1)                                 16.80(16) 
          C(15)-K(1)-C(6)-Fe(1)                              -162.8(2) 
          C(13)-K(1)-C(6)-Fe(1)                              -142.5(2) 
          C(14)-K(1)-C(6)-Fe(1)                              -166.0(2) 
          C(8)-K(1)-C(6)-Fe(1)                                -21.28(17) 
          C(31)-K(1)-C(6)-Fe(1)                                 1.7(3) 
          C(7)-K(1)-C(6)-Fe(1)                                -57.8(2) 
          C(24)-K(1)-C(6)-Fe(1)                                82.6(2) 
          C(10)-C(6)-C(7)-C(8)                                  0.4(4) 
          Fe(1)-C(6)-C(7)-C(8)                                 59.3(3) 
          K(1)-C(6)-C(7)-C(8)                                 -71.1(3) 
          C(10)-C(6)-C(7)-Fe(1)                               -59.0(3) 
          K(1)-C(6)-C(7)-Fe(1)                               -130.40(14) 
          C(10)-C(6)-C(7)-K(1)                                 71.4(3) 
          Fe(1)-C(6)-C(7)-K(1)                                130.40(14) 
          C(9)-Fe(1)-C(7)-C(8)                                -37.0(2) 
          C(10)-Fe(1)-C(7)-C(8)                               -81.0(3) 
          C(6)-Fe(1)-C(7)-C(8)                               -118.5(4) 
          C(2)-Fe(1)-C(7)-C(8)                                127.8(3) 
          C(3)-Fe(1)-C(7)-C(8)                                 84.7(3) 
          C(1)-Fe(1)-C(7)-C(8)                                168.7(3) 
          C(4)-Fe(1)-C(7)-C(8)                                 49.6(5) 
          C(5)-Fe(1)-C(7)-C(8)                               -157.9(6) 
          C(9)-Fe(1)-C(7)-C(6)                                 81.5(3) 
          C(10)-Fe(1)-C(7)-C(6)                                37.5(2) 
          C(8)-Fe(1)-C(7)-C(6)                                118.5(4) 
          C(2)-Fe(1)-C(7)-C(6)                               -113.7(3) 
          C(3)-Fe(1)-C(7)-C(6)                               -156.8(3) 
          C(1)-Fe(1)-C(7)-C(6)                                -72.8(3) 
          C(4)-Fe(1)-C(7)-C(6)                                168.1(4) 
          C(5)-Fe(1)-C(7)-C(6)                                -39.4(8) 
          C(9)-Fe(1)-C(7)-K(1)                                 23.50(17) 
          C(10)-Fe(1)-C(7)-K(1)                               -20.52(17) 
          C(8)-Fe(1)-C(7)-K(1)                                 60.5(3) 
          C(6)-Fe(1)-C(7)-K(1)                                -58.0(2) 
          C(2)-Fe(1)-C(7)-K(1)                               -171.74(17) 
          C(3)-Fe(1)-C(7)-K(1)                                145.21(18) 
          C(1)-Fe(1)-C(7)-K(1)                               -130.9(2) 



          C(4)-Fe(1)-C(7)-K(1)                                110.1(4) 
          C(5)-Fe(1)-C(7)-K(1)                                -97.5(7) 
          C(12)-K(1)-C(7)-C(8)                               -138.7(3) 
          C(11)-K(1)-C(7)-C(8)                               -140.4(3) 
          C(10)-K(1)-C(7)-C(8)                                 74.9(3) 
          C(9)-K(1)-C(7)-C(8)                                  35.9(2) 
          C(6)-K(1)-C(7)-C(8)                                 111.9(4) 
          C(15)-K(1)-C(7)-C(8)                               -166.0(3) 
          C(13)-K(1)-C(7)-C(8)                               -163.8(3) 
          C(14)-K(1)-C(7)-C(8)                               -179.5(3) 
          C(31)-K(1)-C(7)-C(8)                                -21.2(3) 
          C(24)-K(1)-C(7)-C(8)                                 61.2(3) 
          C(12)-K(1)-C(7)-C(6)                                109.4(3) 
          C(11)-K(1)-C(7)-C(6)                                107.7(3) 
          C(10)-K(1)-C(7)-C(6)                                -37.0(2) 
          C(9)-K(1)-C(7)-C(6)                                 -76.0(3) 
          C(15)-K(1)-C(7)-C(6)                                 82.1(3) 
          C(13)-K(1)-C(7)-C(6)                                 84.3(3) 
          C(14)-K(1)-C(7)-C(6)                                 68.6(3) 
          C(8)-K(1)-C(7)-C(6)                                -111.9(4) 
          C(31)-K(1)-C(7)-C(6)                               -133.1(3) 
          C(24)-K(1)-C(7)-C(6)                                -50.7(3) 
          C(12)-K(1)-C(7)-Fe(1)                               164.6(2) 
          C(11)-K(1)-C(7)-Fe(1)                               162.90(19) 
          C(10)-K(1)-C(7)-Fe(1)                                18.24(15) 
          C(9)-K(1)-C(7)-Fe(1)                                -20.77(15) 
          C(6)-K(1)-C(7)-Fe(1)                                 55.2(2) 
          C(15)-K(1)-C(7)-Fe(1)                               137.34(19) 
          C(13)-K(1)-C(7)-Fe(1)                               139.6(2) 
          C(14)-K(1)-C(7)-Fe(1)                               123.8(2) 
          C(8)-K(1)-C(7)-Fe(1)                                -56.7(3) 
          C(31)-K(1)-C(7)-Fe(1)                               -77.9(2) 
          C(24)-K(1)-C(7)-Fe(1)                                 4.5(3) 
          C(6)-C(7)-C(8)-C(9)                                  -0.3(4) 
          Fe(1)-C(7)-C(8)-C(9)                                 59.0(3) 
          K(1)-C(7)-C(8)-C(9)                                 -70.2(3) 
          C(6)-C(7)-C(8)-Fe(1)                                -59.4(3) 
          K(1)-C(7)-C(8)-Fe(1)                               -129.18(14) 
          C(6)-C(7)-C(8)-K(1)                                  69.8(3) 
          Fe(1)-C(7)-C(8)-K(1)                                129.18(14) 
          C(10)-Fe(1)-C(8)-C(9)                               -37.9(2) 
          C(6)-Fe(1)-C(8)-C(9)                                -81.9(3) 
          C(2)-Fe(1)-C(8)-C(9)                                167.2(2) 
          C(3)-Fe(1)-C(8)-C(9)                                126.1(3) 
          C(1)-Fe(1)-C(8)-C(9)                               -157.8(6) 
          C(4)-Fe(1)-C(8)-C(9)                                 82.8(3) 
          C(5)-Fe(1)-C(8)-C(9)                                 47.4(5) 
          C(7)-Fe(1)-C(8)-C(9)                               -120.0(4) 
          C(9)-Fe(1)-C(8)-C(7)                                120.0(4) 
          C(10)-Fe(1)-C(8)-C(7)                                82.1(3) 
          C(6)-Fe(1)-C(8)-C(7)                                 38.2(2) 
          C(2)-Fe(1)-C(8)-C(7)                                -72.7(3) 
          C(3)-Fe(1)-C(8)-C(7)                               -113.9(3) 
          C(1)-Fe(1)-C(8)-C(7)                                -37.7(8) 
          C(4)-Fe(1)-C(8)-C(7)                               -157.2(2) 
          C(5)-Fe(1)-C(8)-C(7)                                167.4(4) 
          C(9)-Fe(1)-C(8)-K(1)                                 58.3(2) 



          C(10)-Fe(1)-C(8)-K(1)                                20.40(18) 
          C(6)-Fe(1)-C(8)-K(1)                                -23.57(18) 
          C(2)-Fe(1)-C(8)-K(1)                               -134.5(2) 
          C(3)-Fe(1)-C(8)-K(1)                               -175.64(19) 
          C(1)-Fe(1)-C(8)-K(1)                                -99.5(7) 
          C(4)-Fe(1)-C(8)-K(1)                                141.07(19) 
          C(5)-Fe(1)-C(8)-K(1)                                105.7(4) 
          C(7)-Fe(1)-C(8)-K(1)                                -61.7(2) 
          C(12)-K(1)-C(8)-C(9)                                153.4(3) 
          C(11)-K(1)-C(8)-C(9)                                159.7(3) 
          C(10)-K(1)-C(8)-C(9)                                 37.2(2) 
          C(6)-K(1)-C(8)-C(9)                                  76.3(3) 
          C(15)-K(1)-C(8)-C(9)                                131.5(3) 
          C(13)-K(1)-C(8)-C(9)                                128.2(3) 
          C(14)-K(1)-C(8)-C(9)                                113.8(3) 
          C(31)-K(1)-C(8)-C(9)                                -86.1(3) 
          C(7)-K(1)-C(8)-C(9)                                 113.3(4) 
          C(24)-K(1)-C(8)-C(9)                                -19.0(3) 
          C(12)-K(1)-C(8)-C(7)                                 40.1(3) 
          C(11)-K(1)-C(8)-C(7)                                 46.4(3) 
          C(10)-K(1)-C(8)-C(7)                                -76.1(3) 
          C(9)-K(1)-C(8)-C(7)                                -113.3(4) 
          C(6)-K(1)-C(8)-C(7)                                 -37.0(2) 
          C(15)-K(1)-C(8)-C(7)                                 18.2(3) 
          C(13)-K(1)-C(8)-C(7)                                 14.9(3) 
          C(14)-K(1)-C(8)-C(7)                                  0.6(3) 
          C(31)-K(1)-C(8)-C(7)                                160.6(3) 
          C(24)-K(1)-C(8)-C(7)                               -132.3(3) 
          C(12)-K(1)-C(8)-Fe(1)                                98.0(2) 
          C(11)-K(1)-C(8)-Fe(1)                               104.3(2) 
          C(10)-K(1)-C(8)-Fe(1)                               -18.18(16) 
          C(9)-K(1)-C(8)-Fe(1)                                -55.4(2) 
          C(6)-K(1)-C(8)-Fe(1)                                 20.91(16) 
          C(15)-K(1)-C(8)-Fe(1)                                76.1(3) 
          C(13)-K(1)-C(8)-Fe(1)                                72.8(2) 
          C(14)-K(1)-C(8)-Fe(1)                                58.5(2) 
          C(31)-K(1)-C(8)-Fe(1)                              -141.5(2) 
          C(7)-K(1)-C(8)-Fe(1)                                 57.9(2) 
          C(24)-K(1)-C(8)-Fe(1)                               -74.4(2) 
          C(7)-C(8)-C(9)-C(10)                                  0.2(4) 
          Fe(1)-C(8)-C(9)-C(10)                                59.5(3) 
          K(1)-C(8)-C(9)-C(10)                                -71.4(3) 
          C(7)-C(8)-C(9)-Fe(1)                                -59.3(3) 
          K(1)-C(8)-C(9)-Fe(1)                               -130.93(14) 
          C(7)-C(8)-C(9)-K(1)                                  71.6(3) 
          Fe(1)-C(8)-C(9)-K(1)                                130.93(14) 
          C(10)-Fe(1)-C(9)-C(8)                               119.2(4) 
          C(6)-Fe(1)-C(9)-C(8)                                 81.3(3) 
          C(2)-Fe(1)-C(9)-C(8)                                -43.3(8) 
          C(3)-Fe(1)-C(9)-C(8)                                -74.3(3) 
          C(1)-Fe(1)-C(9)-C(8)                                167.6(4) 
          C(4)-Fe(1)-C(9)-C(8)                               -115.1(3) 
          C(5)-Fe(1)-C(9)-C(8)                               -157.6(3) 
          C(7)-Fe(1)-C(9)-C(8)                                 37.3(2) 
          C(8)-Fe(1)-C(9)-C(10)                              -119.2(4) 
          C(6)-Fe(1)-C(9)-C(10)                               -38.0(2) 
          C(2)-Fe(1)-C(9)-C(10)                              -162.5(6) 



          C(3)-Fe(1)-C(9)-C(10)                               166.5(3) 
          C(1)-Fe(1)-C(9)-C(10)                                48.4(5) 
          C(4)-Fe(1)-C(9)-C(10)                               125.7(3) 
          C(5)-Fe(1)-C(9)-C(10)                                83.1(3) 
          C(7)-Fe(1)-C(9)-C(10)                               -82.0(3) 
          C(10)-Fe(1)-C(9)-K(1)                                57.2(2) 
          C(8)-Fe(1)-C(9)-K(1)                                -62.1(3) 
          C(6)-Fe(1)-C(9)-K(1)                                 19.22(18) 
          C(2)-Fe(1)-C(9)-K(1)                               -105.4(7) 
          C(3)-Fe(1)-C(9)-K(1)                               -136.3(2) 
          C(1)-Fe(1)-C(9)-K(1)                                105.6(4) 
          C(4)-Fe(1)-C(9)-K(1)                               -177.14(18) 
          C(5)-Fe(1)-C(9)-K(1)                                140.30(19) 
          C(7)-Fe(1)-C(9)-K(1)                                -24.78(18) 
          C(12)-K(1)-C(9)-C(8)                                -30.2(3) 
          C(11)-K(1)-C(9)-C(8)                                -30.1(4) 
          C(10)-K(1)-C(9)-C(8)                               -112.0(4) 
          C(6)-K(1)-C(9)-C(8)                                 -74.8(3) 
          C(15)-K(1)-C(9)-C(8)                                -74.1(3) 
          C(13)-K(1)-C(9)-C(8)                                -55.0(3) 
          C(14)-K(1)-C(9)-C(8)                                -78.0(3) 
          C(31)-K(1)-C(9)-C(8)                                 93.6(3) 
          C(7)-K(1)-C(9)-C(8)                                 -36.1(2) 
          C(24)-K(1)-C(9)-C(8)                                162.9(3) 
          C(12)-K(1)-C(9)-C(10)                                81.8(3) 
          C(11)-K(1)-C(9)-C(10)                                82.0(3) 
          C(6)-K(1)-C(9)-C(10)                                 37.3(2) 
          C(15)-K(1)-C(9)-C(10)                                37.9(4) 
          C(13)-K(1)-C(9)-C(10)                                57.1(3) 
          C(14)-K(1)-C(9)-C(10)                                34.1(3) 
          C(8)-K(1)-C(9)-C(10)                                112.0(4) 
          C(31)-K(1)-C(9)-C(10)                              -154.4(3) 
          C(7)-K(1)-C(9)-C(10)                                 75.9(3) 
          C(24)-K(1)-C(9)-C(10)                               -85.1(3) 
          C(12)-K(1)-C(9)-Fe(1)                                27.6(3) 
          C(11)-K(1)-C(9)-Fe(1)                                27.7(3) 
          C(10)-K(1)-C(9)-Fe(1)                               -54.2(2) 
          C(6)-K(1)-C(9)-Fe(1)                                -16.99(16) 
          C(15)-K(1)-C(9)-Fe(1)                               -16.3(3) 
          C(13)-K(1)-C(9)-Fe(1)                                 2.8(2) 
          C(14)-K(1)-C(9)-Fe(1)                               -20.2(3) 
          C(8)-K(1)-C(9)-Fe(1)                                 57.8(3) 
          C(31)-K(1)-C(9)-Fe(1)                               151.4(2) 
          C(7)-K(1)-C(9)-Fe(1)                                 21.69(16) 
          C(24)-K(1)-C(9)-Fe(1)                              -139.3(2) 
          C(7)-C(6)-C(10)-C(9)                                 -0.3(4) 
          Fe(1)-C(6)-C(10)-C(9)                               -59.6(3) 
          K(1)-C(6)-C(10)-C(9)                                 73.4(3) 
          C(7)-C(6)-C(10)-Fe(1)                                59.3(3) 
          K(1)-C(6)-C(10)-Fe(1)                               132.99(14) 
          C(7)-C(6)-C(10)-K(1)                                -73.7(3) 
          Fe(1)-C(6)-C(10)-K(1)                              -132.99(14) 
          C(8)-C(9)-C(10)-C(6)                                  0.0(4) 
          Fe(1)-C(9)-C(10)-C(6)                                59.9(3) 
          K(1)-C(9)-C(10)-C(6)                                -73.5(3) 
          C(8)-C(9)-C(10)-Fe(1)                               -59.8(3) 
          K(1)-C(9)-C(10)-Fe(1)                              -133.36(14) 



          C(8)-C(9)-C(10)-K(1)                                 73.5(3) 
          Fe(1)-C(9)-C(10)-K(1)                               133.36(14) 
          C(9)-Fe(1)-C(10)-C(6)                              -118.7(4) 
          C(8)-Fe(1)-C(10)-C(6)                               -81.3(3) 
          C(2)-Fe(1)-C(10)-C(6)                                51.7(5) 
          C(3)-Fe(1)-C(10)-C(6)                              -163.4(6) 
          C(1)-Fe(1)-C(10)-C(6)                                84.0(3) 
          C(4)-Fe(1)-C(10)-C(6)                               167.1(2) 
          C(5)-Fe(1)-C(10)-C(6)                               126.9(3) 
          C(7)-Fe(1)-C(10)-C(6)                               -37.6(2) 
          C(8)-Fe(1)-C(10)-C(9)                                37.4(3) 
          C(6)-Fe(1)-C(10)-C(9)                               118.7(4) 
          C(2)-Fe(1)-C(10)-C(9)                               170.4(4) 
          C(3)-Fe(1)-C(10)-C(9)                               -44.7(8) 
          C(1)-Fe(1)-C(10)-C(9)                              -157.3(3) 
          C(4)-Fe(1)-C(10)-C(9)                               -74.2(3) 
          C(5)-Fe(1)-C(10)-C(9)                              -114.5(3) 
          C(7)-Fe(1)-C(10)-C(9)                                81.1(3) 
          C(9)-Fe(1)-C(10)-K(1)                               -59.0(3) 
          C(8)-Fe(1)-C(10)-K(1)                               -21.68(19) 
          C(6)-Fe(1)-C(10)-K(1)                                59.7(2) 
          C(2)-Fe(1)-C(10)-K(1)                               111.4(4) 
          C(3)-Fe(1)-C(10)-K(1)                              -103.7(7) 
          C(1)-Fe(1)-C(10)-K(1)                               143.66(19) 
          C(4)-Fe(1)-C(10)-K(1)                              -133.2(2) 
          C(5)-Fe(1)-C(10)-K(1)                              -173.48(19) 
          C(7)-Fe(1)-C(10)-K(1)                                22.08(18) 
          C(12)-K(1)-C(10)-C(6)                                 1.5(3) 
          C(11)-K(1)-C(10)-C(6)                               -14.5(3) 
          C(9)-K(1)-C(10)-C(6)                                111.1(4) 
          C(15)-K(1)-C(10)-C(6)                               -44.1(3) 
          C(13)-K(1)-C(10)-C(6)                               -15.2(3) 
          C(14)-K(1)-C(10)-C(6)                               -39.6(3) 
          C(8)-K(1)-C(10)-C(6)                                 74.8(3) 
          C(31)-K(1)-C(10)-C(6)                               138.7(2) 
          C(7)-K(1)-C(10)-C(6)                                 36.7(2) 
          C(24)-K(1)-C(10)-C(6)                              -153.8(3) 
          C(12)-K(1)-C(10)-C(9)                              -109.6(3) 
          C(11)-K(1)-C(10)-C(9)                              -125.6(3) 
          C(6)-K(1)-C(10)-C(9)                               -111.1(4) 
          C(15)-K(1)-C(10)-C(9)                              -155.1(2) 
          C(13)-K(1)-C(10)-C(9)                              -126.3(3) 
          C(14)-K(1)-C(10)-C(9)                              -150.7(3) 
          C(8)-K(1)-C(10)-C(9)                                -36.2(2) 
          C(31)-K(1)-C(10)-C(9)                                27.7(3) 
          C(7)-K(1)-C(10)-C(9)                                -74.4(3) 
          C(24)-K(1)-C(10)-C(9)                                95.1(3) 
          C(12)-K(1)-C(10)-Fe(1)                              -54.4(2) 
          C(11)-K(1)-C(10)-Fe(1)                              -70.4(3) 
          C(9)-K(1)-C(10)-Fe(1)                                55.2(3) 
          C(6)-K(1)-C(10)-Fe(1)                               -55.9(2) 
          C(15)-K(1)-C(10)-Fe(1)                             -100.0(2) 
          C(13)-K(1)-C(10)-Fe(1)                              -71.1(2) 
          C(14)-K(1)-C(10)-Fe(1)                              -95.5(2) 
          C(8)-K(1)-C(10)-Fe(1)                                18.93(17) 
          C(31)-K(1)-C(10)-Fe(1)                               82.8(2) 
          C(7)-K(1)-C(10)-Fe(1)                               -19.26(16) 



          C(24)-K(1)-C(10)-Fe(1)                              150.3(2) 
          C(13)-Fe(2)-C(11)-C(15)                              81.2(3) 
          C(16)-Fe(2)-C(11)-C(15)                            -128.4(3) 
          C(12)-Fe(2)-C(11)-C(15)                             118.9(4) 
          C(14)-Fe(2)-C(11)-C(15)                              37.5(3) 
          C(17)-Fe(2)-C(11)-C(15)                            -169.0(3) 
          C(20)-Fe(2)-C(11)-C(15)                             -85.8(3) 
          C(19)-Fe(2)-C(11)-C(15)                             -52.0(5) 
          C(18)-Fe(2)-C(11)-C(15)                             160.8(7) 
          C(13)-Fe(2)-C(11)-C(12)                             -37.7(3) 
          C(16)-Fe(2)-C(11)-C(12)                             112.7(3) 
          C(15)-Fe(2)-C(11)-C(12)                            -118.9(4) 
          C(14)-Fe(2)-C(11)-C(12)                             -81.4(3) 
          C(17)-Fe(2)-C(11)-C(12)                              72.1(4) 
          C(20)-Fe(2)-C(11)-C(12)                             155.3(3) 
          C(19)-Fe(2)-C(11)-C(12)                            -170.9(4) 
          C(18)-Fe(2)-C(11)-C(12)                              41.9(9) 
          C(13)-Fe(2)-C(11)-K(1)                               20.0(2) 
          C(16)-Fe(2)-C(11)-K(1)                              170.3(2) 
          C(15)-Fe(2)-C(11)-K(1)                              -61.2(3) 
          C(12)-Fe(2)-C(11)-K(1)                               57.6(3) 
          C(14)-Fe(2)-C(11)-K(1)                              -23.7(2) 
          C(17)-Fe(2)-C(11)-K(1)                              129.8(2) 
          C(20)-Fe(2)-C(11)-K(1)                             -147.0(2) 
          C(19)-Fe(2)-C(11)-K(1)                             -113.2(4) 
          C(18)-Fe(2)-C(11)-K(1)                               99.6(8) 
          C(12)-K(1)-C(11)-C(15)                             -111.1(4) 
          C(10)-K(1)-C(11)-C(15)                              -75.2(3) 
          C(9)-K(1)-C(11)-C(15)                              -111.3(3) 
          C(6)-K(1)-C(11)-C(15)                               -81.8(3) 
          C(13)-K(1)-C(11)-C(15)                              -74.1(3) 
          C(14)-K(1)-C(11)-C(15)                              -36.0(3) 
          C(8)-K(1)-C(11)-C(15)                              -125.6(3) 
          C(31)-K(1)-C(11)-C(15)                              131.4(3) 
          C(7)-K(1)-C(11)-C(15)                              -107.3(3) 
          C(24)-K(1)-C(11)-C(15)                               52.9(3) 
          C(10)-K(1)-C(11)-C(12)                               35.9(4) 
          C(9)-K(1)-C(11)-C(12)                                -0.2(4) 
          C(6)-K(1)-C(11)-C(12)                                29.4(3) 
          C(15)-K(1)-C(11)-C(12)                              111.1(4) 
          C(13)-K(1)-C(11)-C(12)                               37.0(3) 
          C(14)-K(1)-C(11)-C(12)                               75.1(3) 
          C(8)-K(1)-C(11)-C(12)                               -14.5(3) 
          C(31)-K(1)-C(11)-C(12)                             -117.5(3) 
          C(7)-K(1)-C(11)-C(12)                                 3.8(3) 
          C(24)-K(1)-C(11)-C(12)                              164.1(3) 
          C(12)-K(1)-C(11)-Fe(2)                              -54.4(3) 
          C(10)-K(1)-C(11)-Fe(2)                              -18.5(4) 
          C(9)-K(1)-C(11)-Fe(2)                               -54.7(4) 
          C(6)-K(1)-C(11)-Fe(2)                               -25.1(3) 
          C(15)-K(1)-C(11)-Fe(2)                               56.7(3) 
          C(13)-K(1)-C(11)-Fe(2)                              -17.4(2) 
          C(14)-K(1)-C(11)-Fe(2)                               20.7(2) 
          C(8)-K(1)-C(11)-Fe(2)                               -68.9(3) 
          C(31)-K(1)-C(11)-Fe(2)                             -171.9(2) 
          C(7)-K(1)-C(11)-Fe(2)                               -50.6(3) 
          C(24)-K(1)-C(11)-Fe(2)                              109.6(3) 



          C(15)-C(11)-C(12)-C(13)                              -0.4(5) 
          Fe(2)-C(11)-C(12)-C(13)                              59.1(3) 
          K(1)-C(11)-C(12)-C(13)                              -74.7(3) 
          C(15)-C(11)-C(12)-Fe(2)                             -59.5(3) 
          K(1)-C(11)-C(12)-Fe(2)                             -133.74(17) 
          C(15)-C(11)-C(12)-K(1)                               74.3(3) 
          Fe(2)-C(11)-C(12)-K(1)                              133.74(17) 
          C(16)-Fe(2)-C(12)-C(13)                             156.0(3) 
          C(15)-Fe(2)-C(12)-C(13)                             -81.3(3) 
          C(11)-Fe(2)-C(12)-C(13)                            -119.0(4) 
          C(14)-Fe(2)-C(12)-C(13)                             -37.7(3) 
          C(17)-Fe(2)-C(12)-C(13)                             113.0(3) 
          C(20)-Fe(2)-C(12)-C(13)                            -170.3(4) 
          C(19)-Fe(2)-C(12)-C(13)                              42.9(9) 
          C(18)-Fe(2)-C(12)-C(13)                              73.1(4) 
          C(13)-Fe(2)-C(12)-C(11)                             119.0(4) 
          C(16)-Fe(2)-C(12)-C(11)                             -85.0(3) 
          C(15)-Fe(2)-C(12)-C(11)                              37.7(3) 
          C(14)-Fe(2)-C(12)-C(11)                              81.3(3) 
          C(17)-Fe(2)-C(12)-C(11)                            -128.0(3) 
          C(20)-Fe(2)-C(12)-C(11)                             -51.4(5) 
          C(19)-Fe(2)-C(12)-C(11)                             161.9(7) 
          C(18)-Fe(2)-C(12)-C(11)                            -167.9(3) 
          C(13)-Fe(2)-C(12)-K(1)                               61.2(3) 
          C(16)-Fe(2)-C(12)-K(1)                             -142.8(2) 
          C(15)-Fe(2)-C(12)-K(1)                              -20.1(2) 
          C(11)-Fe(2)-C(12)-K(1)                              -57.8(3) 
          C(14)-Fe(2)-C(12)-K(1)                               23.5(2) 
          C(17)-Fe(2)-C(12)-K(1)                              174.2(2) 
          C(20)-Fe(2)-C(12)-K(1)                             -109.2(4) 
          C(19)-Fe(2)-C(12)-K(1)                              104.0(8) 
          C(18)-Fe(2)-C(12)-K(1)                              134.3(2) 
          C(11)-K(1)-C(12)-C(13)                              110.8(4) 
          C(10)-K(1)-C(12)-C(13)                              -42.0(3) 
          C(9)-K(1)-C(12)-C(13)                               -69.3(3) 
          C(6)-K(1)-C(12)-C(13)                               -41.4(3) 
          C(15)-K(1)-C(12)-C(13)                               74.0(3) 
          C(14)-K(1)-C(12)-C(13)                               35.9(3) 
          C(8)-K(1)-C(12)-C(13)                               -81.7(3) 
          C(31)-K(1)-C(12)-C(13)                             -174.9(3) 
          C(7)-K(1)-C(12)-C(13)                               -65.3(3) 
          C(24)-K(1)-C(12)-C(13)                               85.1(4) 
          C(10)-K(1)-C(12)-C(11)                             -152.8(3) 
          C(9)-K(1)-C(12)-C(11)                               179.8(3) 
          C(6)-K(1)-C(12)-C(11)                              -152.2(3) 
          C(15)-K(1)-C(12)-C(11)                              -36.9(3) 
          C(13)-K(1)-C(12)-C(11)                             -110.8(4) 
          C(14)-K(1)-C(12)-C(11)                              -74.9(3) 
          C(8)-K(1)-C(12)-C(11)                               167.5(3) 
          C(31)-K(1)-C(12)-C(11)                               74.3(3) 
          C(7)-K(1)-C(12)-C(11)                              -176.1(3) 
          C(24)-K(1)-C(12)-C(11)                              -25.8(4) 
          C(11)-K(1)-C(12)-Fe(2)                               54.5(3) 
          C(10)-K(1)-C(12)-Fe(2)                              -98.4(3) 
          C(9)-K(1)-C(12)-Fe(2)                              -125.7(2) 
          C(6)-K(1)-C(12)-Fe(2)                               -97.7(3) 
          C(15)-K(1)-C(12)-Fe(2)                               17.6(2) 



          C(13)-K(1)-C(12)-Fe(2)                              -56.4(3) 
          C(14)-K(1)-C(12)-Fe(2)                              -20.4(2) 
          C(8)-K(1)-C(12)-Fe(2)                              -138.0(2) 
          C(31)-K(1)-C(12)-Fe(2)                              128.7(2) 
          C(7)-K(1)-C(12)-Fe(2)                              -121.7(3) 
          C(24)-K(1)-C(12)-Fe(2)                               28.7(4) 
          C(11)-C(12)-C(13)-C(14)                               1.0(5) 
          Fe(2)-C(12)-C(13)-C(14)                              60.3(3) 
          K(1)-C(12)-C(13)-C(14)                              -71.9(3) 
          C(11)-C(12)-C(13)-Fe(2)                             -59.3(3) 
          K(1)-C(12)-C(13)-Fe(2)                             -132.18(16) 
          C(11)-C(12)-C(13)-K(1)                               72.9(3) 
          Fe(2)-C(12)-C(13)-K(1)                              132.18(16) 
          C(16)-Fe(2)-C(13)-C(14)                            -168.6(4) 
          C(15)-Fe(2)-C(13)-C(14)                             -37.5(3) 
          C(11)-Fe(2)-C(13)-C(14)                             -81.1(3) 
          C(12)-Fe(2)-C(13)-C(14)                            -119.0(4) 
          C(17)-Fe(2)-C(13)-C(14)                             156.4(3) 
          C(20)-Fe(2)-C(13)-C(14)                              41.3(10) 
          C(19)-Fe(2)-C(13)-C(14)                              73.0(4) 
          C(18)-Fe(2)-C(13)-C(14)                             113.7(3) 
          C(16)-Fe(2)-C(13)-C(12)                             -49.6(5) 
          C(15)-Fe(2)-C(13)-C(12)                              81.5(3) 
          C(11)-Fe(2)-C(13)-C(12)                              37.9(3) 
          C(14)-Fe(2)-C(13)-C(12)                             119.0(4) 
          C(17)-Fe(2)-C(13)-C(12)                             -84.7(3) 
          C(20)-Fe(2)-C(13)-C(12)                             160.3(8) 
          C(19)-Fe(2)-C(13)-C(12)                            -168.0(3) 
          C(18)-Fe(2)-C(13)-C(12)                            -127.3(3) 
          C(16)-Fe(2)-C(13)-K(1)                             -106.6(4) 
          C(15)-Fe(2)-C(13)-K(1)                               24.5(2) 
          C(11)-Fe(2)-C(13)-K(1)                              -19.1(2) 
          C(12)-Fe(2)-C(13)-K(1)                              -57.0(3) 
          C(14)-Fe(2)-C(13)-K(1)                               62.0(3) 
          C(17)-Fe(2)-C(13)-K(1)                             -141.7(2) 
          C(20)-Fe(2)-C(13)-K(1)                              103.3(8) 
          C(19)-Fe(2)-C(13)-K(1)                              135.0(2) 
          C(18)-Fe(2)-C(13)-K(1)                              175.7(2) 
          C(12)-K(1)-C(13)-C(14)                              113.0(4) 
          C(11)-K(1)-C(13)-C(14)                               75.2(3) 
          C(10)-K(1)-C(13)-C(14)                             -105.6(3) 
          C(9)-K(1)-C(13)-C(14)                              -126.9(3) 
          C(6)-K(1)-C(13)-C(14)                              -112.7(3) 
          C(15)-K(1)-C(13)-C(14)                               36.5(3) 
          C(8)-K(1)-C(13)-C(14)                              -147.2(3) 
          C(31)-K(1)-C(13)-C(14)                              120.8(3) 
          C(7)-K(1)-C(13)-C(14)                              -140.4(3) 
          C(24)-K(1)-C(13)-C(14)                              -14.9(4) 
          C(11)-K(1)-C(13)-C(12)                              -37.8(3) 
          C(10)-K(1)-C(13)-C(12)                              141.4(3) 
          C(9)-K(1)-C(13)-C(12)                               120.1(3) 
          C(6)-K(1)-C(13)-C(12)                               134.3(3) 
          C(15)-K(1)-C(13)-C(12)                              -76.6(3) 
          C(14)-K(1)-C(13)-C(12)                             -113.0(4) 
          C(8)-K(1)-C(13)-C(12)                                99.8(3) 
          C(31)-K(1)-C(13)-C(12)                                7.8(4) 
          C(7)-K(1)-C(13)-C(12)                               106.6(3) 



          C(24)-K(1)-C(13)-C(12)                             -127.9(3) 
          C(12)-K(1)-C(13)-Fe(2)                               54.9(3) 
          C(11)-K(1)-C(13)-Fe(2)                               17.1(2) 
          C(10)-K(1)-C(13)-Fe(2)                             -163.7(2) 
          C(9)-K(1)-C(13)-Fe(2)                               175.0(2) 
          C(6)-K(1)-C(13)-Fe(2)                              -170.8(3) 
          C(15)-K(1)-C(13)-Fe(2)                              -21.6(2) 
          C(14)-K(1)-C(13)-Fe(2)                              -58.1(3) 
          C(8)-K(1)-C(13)-Fe(2)                               154.7(2) 
          C(31)-K(1)-C(13)-Fe(2)                               62.7(4) 
          C(7)-K(1)-C(13)-Fe(2)                               161.6(3) 
          C(24)-K(1)-C(13)-Fe(2)                              -73.0(3) 
          C(12)-C(13)-C(14)-C(15)                              -1.2(5) 
          Fe(2)-C(13)-C(14)-C(15)                              59.1(3) 
          K(1)-C(13)-C(14)-C(15)                              -70.7(3) 
          C(12)-C(13)-C(14)-Fe(2)                             -60.3(3) 
          K(1)-C(13)-C(14)-Fe(2)                             -129.79(16) 
          C(12)-C(13)-C(14)-K(1)                               69.5(3) 
          Fe(2)-C(13)-C(14)-K(1)                              129.79(16) 
          C(13)-Fe(2)-C(14)-C(15)                            -119.3(4) 
          C(16)-Fe(2)-C(14)-C(15)                              37.8(9) 
          C(11)-Fe(2)-C(14)-C(15)                             -37.5(3) 
          C(12)-Fe(2)-C(14)-C(15)                             -81.6(3) 
          C(17)-Fe(2)-C(14)-C(15)                            -168.5(4) 
          C(20)-Fe(2)-C(14)-C(15)                              72.1(4) 
          C(19)-Fe(2)-C(14)-C(15)                             112.8(3) 
          C(18)-Fe(2)-C(14)-C(15)                             156.1(3) 
          C(16)-Fe(2)-C(14)-C(13)                             157.1(8) 
          C(15)-Fe(2)-C(14)-C(13)                             119.3(4) 
          C(11)-Fe(2)-C(14)-C(13)                              81.8(3) 
          C(12)-Fe(2)-C(14)-C(13)                              37.7(3) 
          C(17)-Fe(2)-C(14)-C(13)                             -49.2(5) 
          C(20)-Fe(2)-C(14)-C(13)                            -168.6(3) 
          C(19)-Fe(2)-C(14)-C(13)                            -127.8(3) 
          C(18)-Fe(2)-C(14)-C(13)                             -84.5(3) 
          C(13)-Fe(2)-C(14)-K(1)                              -59.7(3) 
          C(16)-Fe(2)-C(14)-K(1)                               97.5(8) 
          C(15)-Fe(2)-C(14)-K(1)                               59.7(3) 
          C(11)-Fe(2)-C(14)-K(1)                               22.2(2) 
          C(12)-Fe(2)-C(14)-K(1)                              -21.9(2) 
          C(17)-Fe(2)-C(14)-K(1)                             -108.8(4) 
          C(20)-Fe(2)-C(14)-K(1)                              131.8(2) 
          C(19)-Fe(2)-C(14)-K(1)                              172.5(2) 
          C(18)-Fe(2)-C(14)-K(1)                             -144.2(2) 
          C(12)-K(1)-C(14)-C(15)                               76.0(3) 
          C(11)-K(1)-C(14)-C(15)                               36.5(3) 
          C(10)-K(1)-C(14)-C(15)                             -171.1(3) 
          C(9)-K(1)-C(14)-C(15)                               174.7(3) 
          C(6)-K(1)-C(14)-C(15)                               172.6(3) 
          C(13)-K(1)-C(14)-C(15)                              112.4(4) 
          C(8)-K(1)-C(14)-C(15)                               148.2(3) 
          C(31)-K(1)-C(14)-C(15)                               12.1(5) 
          C(7)-K(1)-C(14)-C(15)                               148.5(3) 
          C(24)-K(1)-C(14)-C(15)                              -78.3(3) 
          C(12)-K(1)-C(14)-C(13)                              -36.5(3) 
          C(11)-K(1)-C(14)-C(13)                              -75.9(3) 
          C(10)-K(1)-C(14)-C(13)                               76.5(3) 



          C(9)-K(1)-C(14)-C(13)                                62.3(3) 
          C(6)-K(1)-C(14)-C(13)                                60.1(3) 
          C(15)-K(1)-C(14)-C(13)                             -112.4(4) 
          C(8)-K(1)-C(14)-C(13)                                35.8(3) 
          C(31)-K(1)-C(14)-C(13)                             -100.3(4) 
          C(7)-K(1)-C(14)-C(13)                                36.0(3) 
          C(24)-K(1)-C(14)-C(13)                              169.3(3) 
          C(12)-K(1)-C(14)-Fe(2)                               19.61(19) 
          C(11)-K(1)-C(14)-Fe(2)                              -19.84(19) 
          C(10)-K(1)-C(14)-Fe(2)                              132.5(2) 
          C(9)-K(1)-C(14)-Fe(2)                               118.4(2) 
          C(6)-K(1)-C(14)-Fe(2)                               116.2(3) 
          C(15)-K(1)-C(14)-Fe(2)                              -56.4(3) 
          C(13)-K(1)-C(14)-Fe(2)                               56.1(3) 
          C(8)-K(1)-C(14)-Fe(2)                                91.9(3) 
          C(31)-K(1)-C(14)-Fe(2)                              -44.3(4) 
          C(7)-K(1)-C(14)-Fe(2)                                92.1(2) 
          C(24)-K(1)-C(14)-Fe(2)                             -134.6(2) 
          C(13)-C(14)-C(15)-C(11)                               0.9(5) 
          Fe(2)-C(14)-C(15)-C(11)                              59.8(3) 
          K(1)-C(14)-C(15)-C(11)                              -69.9(3) 
          C(13)-C(14)-C(15)-Fe(2)                             -58.9(3) 
          K(1)-C(14)-C(15)-Fe(2)                             -129.70(16) 
          C(13)-C(14)-C(15)-K(1)                               70.8(3) 
          Fe(2)-C(14)-C(15)-K(1)                              129.70(16) 
          C(12)-C(11)-C(15)-C(14)                              -0.3(5) 
          Fe(2)-C(11)-C(15)-C(14)                             -59.8(3) 
          K(1)-C(11)-C(15)-C(14)                               72.2(3) 
          C(12)-C(11)-C(15)-Fe(2)                              59.5(3) 
          K(1)-C(11)-C(15)-Fe(2)                              132.04(16) 
          C(12)-C(11)-C(15)-K(1)                              -72.5(3) 
          Fe(2)-C(11)-C(15)-K(1)                             -132.04(16) 
          C(13)-Fe(2)-C(15)-C(14)                              37.5(3) 
          C(16)-Fe(2)-C(15)-C(14)                            -169.3(3) 
          C(11)-Fe(2)-C(15)-C(14)                             119.3(4) 
          C(12)-Fe(2)-C(15)-C(14)                              81.3(3) 
          C(17)-Fe(2)-C(15)-C(14)                             157.5(7) 
          C(20)-Fe(2)-C(15)-C(14)                            -128.4(3) 
          C(19)-Fe(2)-C(15)-C(14)                             -85.6(3) 
          C(18)-Fe(2)-C(15)-C(14)                             -50.5(5) 
          C(13)-Fe(2)-C(15)-C(11)                             -81.8(3) 
          C(16)-Fe(2)-C(15)-C(11)                              71.4(4) 
          C(12)-Fe(2)-C(15)-C(11)                             -38.0(3) 
          C(14)-Fe(2)-C(15)-C(11)                            -119.3(4) 
          C(17)-Fe(2)-C(15)-C(11)                              38.2(9) 
          C(20)-Fe(2)-C(15)-C(11)                             112.3(3) 
          C(19)-Fe(2)-C(15)-C(11)                             155.1(3) 
          C(18)-Fe(2)-C(15)-C(11)                            -169.8(4) 
          C(13)-Fe(2)-C(15)-K(1)                              -24.5(2) 
          C(16)-Fe(2)-C(15)-K(1)                              128.7(3) 
          C(11)-Fe(2)-C(15)-K(1)                               57.3(3) 
          C(12)-Fe(2)-C(15)-K(1)                               19.3(2) 
          C(14)-Fe(2)-C(15)-K(1)                              -62.1(3) 
          C(17)-Fe(2)-C(15)-K(1)                               95.5(8) 
          C(20)-Fe(2)-C(15)-K(1)                              169.5(2) 
          C(19)-Fe(2)-C(15)-K(1)                             -147.7(2) 
          C(18)-Fe(2)-C(15)-K(1)                             -112.5(4) 



          C(12)-K(1)-C(15)-C(14)                              -75.2(3) 
          C(11)-K(1)-C(15)-C(14)                             -112.9(4) 
          C(10)-K(1)-C(15)-C(14)                               10.5(3) 
          C(9)-K(1)-C(15)-C(14)                                -7.9(4) 
          C(6)-K(1)-C(15)-C(14)                                -7.5(3) 
          C(13)-K(1)-C(15)-C(14)                              -36.4(3) 
          C(8)-K(1)-C(15)-C(14)                               -41.4(4) 
          C(31)-K(1)-C(15)-C(14)                             -172.7(3) 
          C(7)-K(1)-C(15)-C(14)                               -33.4(3) 
          C(24)-K(1)-C(15)-C(14)                              110.9(3) 
          C(12)-K(1)-C(15)-C(11)                               37.7(3) 
          C(10)-K(1)-C(15)-C(11)                              123.4(3) 
          C(9)-K(1)-C(15)-C(11)                               104.9(3) 
          C(6)-K(1)-C(15)-C(11)                               105.4(3) 
          C(13)-K(1)-C(15)-C(11)                               76.4(3) 
          C(14)-K(1)-C(15)-C(11)                              112.9(4) 
          C(8)-K(1)-C(15)-C(11)                                71.5(3) 
          C(31)-K(1)-C(15)-C(11)                              -59.8(3) 
          C(7)-K(1)-C(15)-C(11)                                79.5(3) 
          C(24)-K(1)-C(15)-C(11)                             -136.3(3) 
          C(12)-K(1)-C(15)-Fe(2)                              -17.2(2) 
          C(11)-K(1)-C(15)-Fe(2)                              -54.9(3) 
          C(10)-K(1)-C(15)-Fe(2)                               68.5(3) 
          C(9)-K(1)-C(15)-Fe(2)                                50.0(4) 
          C(6)-K(1)-C(15)-Fe(2)                                50.5(3) 
          C(13)-K(1)-C(15)-Fe(2)                               21.5(2) 
          C(14)-K(1)-C(15)-Fe(2)                               58.0(3) 
          C(8)-K(1)-C(15)-Fe(2)                                16.6(3) 
          C(31)-K(1)-C(15)-Fe(2)                             -114.7(3) 
          C(7)-K(1)-C(15)-Fe(2)                                24.6(3) 
          C(24)-K(1)-C(15)-Fe(2)                              168.8(2) 
          C(13)-Fe(2)-C(16)-C(20)                            -169.6(4) 
          C(15)-Fe(2)-C(16)-C(20)                              73.0(4) 
          C(11)-Fe(2)-C(16)-C(20)                             113.2(3) 
          C(12)-Fe(2)-C(16)-C(20)                             156.3(3) 
          C(14)-Fe(2)-C(16)-C(20)                              42.8(9) 
          C(17)-Fe(2)-C(16)-C(20)                            -118.7(4) 
          C(19)-Fe(2)-C(16)-C(20)                             -37.4(3) 
          C(18)-Fe(2)-C(16)-C(20)                             -81.4(3) 
          C(13)-Fe(2)-C(16)-C(17)                             -50.9(5) 
          C(15)-Fe(2)-C(16)-C(17)                            -168.2(3) 
          C(11)-Fe(2)-C(16)-C(17)                            -128.1(3) 
          C(12)-Fe(2)-C(16)-C(17)                             -85.0(3) 
          C(14)-Fe(2)-C(16)-C(17)                             161.5(7) 
          C(20)-Fe(2)-C(16)-C(17)                             118.7(4) 
          C(19)-Fe(2)-C(16)-C(17)                              81.3(3) 
          C(18)-Fe(2)-C(16)-C(17)                              37.4(3) 
          C(20)-C(16)-C(17)-C(18)                               0.6(5) 
          Fe(2)-C(16)-C(17)-C(18)                             -59.8(3) 
          C(20)-C(16)-C(17)-Fe(2)                              60.5(3) 
          C(13)-Fe(2)-C(17)-C(18)                             -85.4(3) 
          C(16)-Fe(2)-C(17)-C(18)                             119.1(4) 
          C(15)-Fe(2)-C(17)-C(18)                             160.5(7) 
          C(11)-Fe(2)-C(17)-C(18)                            -168.9(3) 
          C(12)-Fe(2)-C(17)-C(18)                            -128.2(3) 
          C(14)-Fe(2)-C(17)-C(18)                             -51.5(5) 
          C(20)-Fe(2)-C(17)-C(18)                              81.4(3) 



          C(19)-Fe(2)-C(17)-C(18)                              37.8(3) 
          C(13)-Fe(2)-C(17)-C(16)                             155.5(3) 
          C(15)-Fe(2)-C(17)-C(16)                              41.4(9) 
          C(11)-Fe(2)-C(17)-C(16)                              72.0(4) 
          C(12)-Fe(2)-C(17)-C(16)                             112.7(3) 
          C(14)-Fe(2)-C(17)-C(16)                            -170.6(4) 
          C(20)-Fe(2)-C(17)-C(16)                             -37.8(3) 
          C(19)-Fe(2)-C(17)-C(16)                             -81.3(3) 
          C(18)-Fe(2)-C(17)-C(16)                            -119.1(4) 
          C(16)-C(17)-C(18)-C(19)                              -0.2(5) 
          Fe(2)-C(17)-C(18)-C(19)                             -59.4(3) 
          C(16)-C(17)-C(18)-Fe(2)                              59.2(3) 
          C(13)-Fe(2)-C(18)-C(17)                             112.4(3) 
          C(16)-Fe(2)-C(18)-C(17)                             -37.9(3) 
          C(15)-Fe(2)-C(18)-C(17)                            -169.8(4) 
          C(11)-Fe(2)-C(18)-C(17)                              37.9(9) 
          C(12)-Fe(2)-C(18)-C(17)                              71.5(3) 
          C(14)-Fe(2)-C(18)-C(17)                             155.3(3) 
          C(20)-Fe(2)-C(18)-C(17)                             -81.5(3) 
          C(19)-Fe(2)-C(18)-C(17)                            -119.2(4) 
          C(13)-Fe(2)-C(18)-C(19)                            -128.5(3) 
          C(16)-Fe(2)-C(18)-C(19)                              81.3(3) 
          C(15)-Fe(2)-C(18)-C(19)                             -50.7(5) 
          C(11)-Fe(2)-C(18)-C(19)                             157.1(7) 
          C(12)-Fe(2)-C(18)-C(19)                            -169.4(3) 
          C(14)-Fe(2)-C(18)-C(19)                             -85.6(3) 
          C(17)-Fe(2)-C(18)-C(19)                             119.2(4) 
          C(20)-Fe(2)-C(18)-C(19)                              37.6(3) 
          C(17)-C(18)-C(19)-C(20)                              -0.4(5) 
          Fe(2)-C(18)-C(19)-C(20)                             -59.7(3) 
          C(17)-C(18)-C(19)-Fe(2)                              59.4(3) 
          C(13)-Fe(2)-C(19)-C(20)                            -169.0(3) 
          C(16)-Fe(2)-C(19)-C(20)                              37.5(3) 
          C(15)-Fe(2)-C(19)-C(20)                             -85.0(3) 
          C(11)-Fe(2)-C(19)-C(20)                             -49.2(5) 
          C(12)-Fe(2)-C(19)-C(20)                             156.5(7) 
          C(14)-Fe(2)-C(19)-C(20)                            -128.0(3) 
          C(17)-Fe(2)-C(19)-C(20)                              81.5(3) 
          C(18)-Fe(2)-C(19)-C(20)                             118.9(4) 
          C(13)-Fe(2)-C(19)-C(18)                              72.1(4) 
          C(16)-Fe(2)-C(19)-C(18)                             -81.4(3) 
          C(15)-Fe(2)-C(19)-C(18)                             156.1(3) 
          C(11)-Fe(2)-C(19)-C(18)                            -168.1(4) 
          C(12)-Fe(2)-C(19)-C(18)                              37.6(9) 
          C(14)-Fe(2)-C(19)-C(18)                             113.1(3) 
          C(17)-Fe(2)-C(19)-C(18)                             -37.4(3) 
          C(20)-Fe(2)-C(19)-C(18)                            -118.9(4) 
          C(17)-C(16)-C(20)-C(19)                              -0.9(5) 
          Fe(2)-C(16)-C(20)-C(19)                              59.4(3) 
          C(17)-C(16)-C(20)-Fe(2)                             -60.3(3) 
          C(18)-C(19)-C(20)-C(16)                               0.8(5) 
          Fe(2)-C(19)-C(20)-C(16)                             -58.9(3) 
          C(18)-C(19)-C(20)-Fe(2)                              59.7(3) 
          C(13)-Fe(2)-C(20)-C(16)                             158.7(8) 
          C(15)-Fe(2)-C(20)-C(16)                            -127.4(3) 
          C(11)-Fe(2)-C(20)-C(16)                             -84.4(3) 
          C(12)-Fe(2)-C(20)-C(16)                             -49.0(5) 



          C(14)-Fe(2)-C(20)-C(16)                            -168.0(3) 
          C(17)-Fe(2)-C(20)-C(16)                              38.0(3) 
          C(19)-Fe(2)-C(20)-C(16)                             119.3(4) 
          C(18)-Fe(2)-C(20)-C(16)                              81.4(3) 
          C(13)-Fe(2)-C(20)-C(19)                              39.4(10) 
          C(16)-Fe(2)-C(20)-C(19)                            -119.3(4) 
          C(15)-Fe(2)-C(20)-C(19)                             113.2(3) 
          C(11)-Fe(2)-C(20)-C(19)                             156.2(3) 
          C(12)-Fe(2)-C(20)-C(19)                            -168.3(4) 
          C(14)-Fe(2)-C(20)-C(19)                              72.7(4) 
          C(17)-Fe(2)-C(20)-C(19)                             -81.3(3) 
          C(18)-Fe(2)-C(20)-C(19)                             -37.9(3) 
          C(26)-C(21)-C(22)-C(23)                               2.1(6) 
          C(27)-C(21)-C(22)-C(23)                            -176.7(4) 
          C(26)-C(21)-C(22)-K(1)                              -62.1(4) 
          C(27)-C(21)-C(22)-K(1)                              119.1(4) 
          C(12)-K(1)-C(22)-C(23)                              136.8(3) 
          C(11)-K(1)-C(22)-C(23)                              120.5(3) 
          C(10)-K(1)-C(22)-C(23)                             -105.1(3) 
          C(9)-K(1)-C(22)-C(23)                               -84.1(3) 
          C(6)-K(1)-C(22)-C(23)                              -130.3(3) 
          C(15)-K(1)-C(22)-C(23)                              134.7(3) 
          C(13)-K(1)-C(22)-C(23)                              161.0(3) 
          C(14)-K(1)-C(22)-C(23)                              160.3(3) 
          C(8)-K(1)-C(22)-C(23)                               -94.3(3) 
          C(31)-K(1)-C(22)-C(23)                                9.9(3) 
          C(7)-K(1)-C(22)-C(23)                              -133.6(3) 
          C(24)-K(1)-C(22)-C(23)                              -32.1(3) 
          C(12)-K(1)-C(22)-C(21)                              -97.5(3) 
          C(11)-K(1)-C(22)-C(21)                             -113.8(3) 
          C(10)-K(1)-C(22)-C(21)                               20.6(3) 
          C(9)-K(1)-C(22)-C(21)                                41.6(3) 
          C(6)-K(1)-C(22)-C(21)                                -4.6(3) 
          C(15)-K(1)-C(22)-C(21)                              -99.6(3) 
          C(13)-K(1)-C(22)-C(21)                              -73.2(3) 
          C(14)-K(1)-C(22)-C(21)                              -74.0(3) 
          C(8)-K(1)-C(22)-C(21)                                31.4(4) 
          C(31)-K(1)-C(22)-C(21)                              135.6(3) 
          C(7)-K(1)-C(22)-C(21)                                -7.9(4) 
          C(24)-K(1)-C(22)-C(21)                               93.6(3) 
          C(21)-C(22)-C(23)-C(24)                              -1.1(7) 
          K(1)-C(22)-C(23)-C(24)                               70.4(4) 
          C(21)-C(22)-C(23)-K(1)                              -71.5(4) 
          C(12)-K(1)-C(23)-C(22)                              -51.7(3) 
          C(11)-K(1)-C(23)-C(22)                              -60.8(3) 
          C(10)-K(1)-C(23)-C(22)                               81.3(3) 
          C(9)-K(1)-C(23)-C(22)                               107.9(3) 
          C(6)-K(1)-C(23)-C(22)                                60.4(3) 
          C(15)-K(1)-C(23)-C(22)                              -41.1(3) 
          C(13)-K(1)-C(23)-C(22)                              -21.8(3) 
          C(14)-K(1)-C(23)-C(22)                              -19.0(3) 
          C(8)-K(1)-C(23)-C(22)                               115.2(3) 
          C(31)-K(1)-C(23)-C(22)                             -170.0(3) 
          C(7)-K(1)-C(23)-C(22)                                74.3(4) 
          C(24)-K(1)-C(23)-C(22)                              122.2(5) 
          C(12)-K(1)-C(23)-C(24)                             -173.9(3) 
          C(11)-K(1)-C(23)-C(24)                              177.0(3) 



          C(10)-K(1)-C(23)-C(24)                              -40.9(3) 
          C(9)-K(1)-C(23)-C(24)                               -14.3(4) 
          C(6)-K(1)-C(23)-C(24)                               -61.8(4) 
          C(15)-K(1)-C(23)-C(24)                             -163.3(3) 
          C(13)-K(1)-C(23)-C(24)                             -144.0(3) 
          C(14)-K(1)-C(23)-C(24)                             -141.2(3) 
          C(8)-K(1)-C(23)-C(24)                                -7.0(4) 
          C(31)-K(1)-C(23)-C(24)                               67.8(3) 
          C(7)-K(1)-C(23)-C(24)                               -47.9(4) 
          C(22)-C(23)-C(24)-C(25)                              -0.8(7) 
          K(1)-C(23)-C(24)-C(25)                               75.6(4) 
          C(22)-C(23)-C(24)-K(1)                              -76.4(4) 
          C(12)-K(1)-C(24)-C(25)                             -112.4(4) 
          C(11)-K(1)-C(24)-C(25)                             -125.7(3) 
          C(10)-K(1)-C(24)-C(25)                               19.5(3) 
          C(9)-K(1)-C(24)-C(25)                                45.0(3) 
          C(6)-K(1)-C(24)-C(25)                                 7.6(4) 
          C(15)-K(1)-C(24)-C(25)                             -104.7(3) 
          C(13)-K(1)-C(24)-C(25)                              -72.1(4) 
          C(14)-K(1)-C(24)-C(25)                              -79.0(3) 
          C(8)-K(1)-C(24)-C(25)                                53.0(3) 
          C(31)-K(1)-C(24)-C(25)                              132.8(3) 
          C(7)-K(1)-C(24)-C(25)                                28.6(4) 
          C(12)-K(1)-C(24)-C(23)                                9.6(5) 
          C(11)-K(1)-C(24)-C(23)                               -3.6(4) 
          C(10)-K(1)-C(24)-C(23)                              141.6(3) 
          C(9)-K(1)-C(24)-C(23)                               167.1(3) 
          C(6)-K(1)-C(24)-C(23)                               129.7(3) 
          C(15)-K(1)-C(24)-C(23)                               17.4(4) 
          C(13)-K(1)-C(24)-C(23)                               49.9(4) 
          C(14)-K(1)-C(24)-C(23)                               43.1(4) 
          C(8)-K(1)-C(24)-C(23)                               175.0(3) 
          C(31)-K(1)-C(24)-C(23)                             -105.2(3) 
          C(7)-K(1)-C(24)-C(23)                               150.7(3) 
          C(23)-C(24)-C(25)-C(26)                               1.6(7) 
          K(1)-C(24)-C(25)-C(26)                               76.0(4) 
          C(23)-C(24)-C(25)-K(1)                              -74.4(4) 
          C(12)-K(1)-C(25)-C(24)                              108.2(4) 
          C(11)-K(1)-C(25)-C(24)                               72.1(4) 
          C(10)-K(1)-C(25)-C(24)                             -158.7(4) 
          C(9)-K(1)-C(25)-C(24)                              -132.9(3) 
          C(6)-K(1)-C(25)-C(24)                              -172.9(3) 
          C(15)-K(1)-C(25)-C(24)                               83.5(3) 
          C(13)-K(1)-C(25)-C(24)                              127.7(3) 
          C(14)-K(1)-C(25)-C(24)                              109.9(3) 
          C(8)-K(1)-C(25)-C(24)                              -132.9(3) 
          C(31)-K(1)-C(25)-C(24)                              -43.5(3) 
          C(7)-K(1)-C(25)-C(24)                              -157.3(3) 
          C(12)-K(1)-C(25)-C(26)                              -14.4(5) 
          C(11)-K(1)-C(25)-C(26)                              -50.5(4) 
          C(10)-K(1)-C(25)-C(26)                               78.7(3) 
          C(9)-K(1)-C(25)-C(26)                               104.5(3) 
          C(6)-K(1)-C(25)-C(26)                                64.5(3) 
          C(15)-K(1)-C(25)-C(26)                              -39.1(3) 
          C(13)-K(1)-C(25)-C(26)                                5.2(4) 
          C(14)-K(1)-C(25)-C(26)                              -12.7(3) 
          C(8)-K(1)-C(25)-C(26)                               104.5(3) 



          C(31)-K(1)-C(25)-C(26)                             -166.1(3) 
          C(7)-K(1)-C(25)-C(26)                                80.2(3) 
          C(24)-K(1)-C(25)-C(26)                             -122.6(5) 
          C(22)-C(21)-C(26)-C(25)                              -1.3(6) 
          C(27)-C(21)-C(26)-C(25)                             177.5(4) 
          C(24)-C(25)-C(26)-C(21)                              -0.5(7) 
          K(1)-C(25)-C(26)-C(21)                               68.4(4) 
          C(33)-C(28)-C(29)-C(30)                               1.2(7) 
          C(34)-C(28)-C(29)-C(30)                            -178.3(4) 
          C(28)-C(29)-C(30)-C(31)                               0.3(7) 
          C(28)-C(29)-C(30)-K(1)                              -66.7(4) 
          C(12)-K(1)-C(30)-C(31)                             -119.8(3) 
          C(11)-K(1)-C(30)-C(31)                              -92.1(3) 
          C(10)-K(1)-C(30)-C(31)                              123.5(3) 
          C(9)-K(1)-C(30)-C(31)                               126.4(3) 
          C(6)-K(1)-C(30)-C(31)                               147.6(3) 
          C(15)-K(1)-C(30)-C(31)                              -78.4(4) 
          C(13)-K(1)-C(30)-C(31)                             -136.1(3) 
          C(14)-K(1)-C(30)-C(31)                             -110.3(4) 
          C(8)-K(1)-C(30)-C(31)                               152.3(3) 
          C(7)-K(1)-C(30)-C(31)                               164.7(3) 
          C(24)-K(1)-C(30)-C(31)                               34.4(3) 
          C(12)-K(1)-C(30)-C(29)                                2.9(3) 
          C(11)-K(1)-C(30)-C(29)                               30.7(3) 
          C(10)-K(1)-C(30)-C(29)                             -113.8(3) 
          C(9)-K(1)-C(30)-C(29)                              -110.9(3) 
          C(6)-K(1)-C(30)-C(29)                               -89.7(3) 
          C(15)-K(1)-C(30)-C(29)                               44.3(3) 
          C(13)-K(1)-C(30)-C(29)                              -13.4(3) 
          C(14)-K(1)-C(30)-C(29)                               12.4(4) 
          C(8)-K(1)-C(30)-C(29)                               -84.9(3) 
          C(31)-K(1)-C(30)-C(29)                              122.7(5) 
          C(7)-K(1)-C(30)-C(29)                               -72.6(3) 
          C(24)-K(1)-C(30)-C(29)                              157.1(3) 
          C(29)-C(30)-C(31)-C(32)                              -1.3(7) 
          K(1)-C(30)-C(31)-C(32)                               73.4(4) 
          C(29)-C(30)-C(31)-K(1)                              -74.6(4) 
          C(12)-K(1)-C(31)-C(32)                              -51.5(4) 
          C(11)-K(1)-C(31)-C(32)                              -24.8(4) 
          C(10)-K(1)-C(31)-C(32)                              175.7(3) 
          C(9)-K(1)-C(31)-C(32)                              -172.7(3) 
          C(6)-K(1)-C(31)-C(32)                              -162.7(3) 
          C(15)-K(1)-C(31)-C(32)                               -1.4(4) 
          C(13)-K(1)-C(31)-C(32)                              -55.4(4) 
          C(14)-K(1)-C(31)-C(32)                               -7.7(5) 
          C(8)-K(1)-C(31)-C(32)                              -147.7(3) 
          C(7)-K(1)-C(31)-C(32)                              -138.9(3) 
          C(24)-K(1)-C(31)-C(32)                               95.0(3) 
          C(12)-K(1)-C(31)-C(30)                               70.6(3) 
          C(11)-K(1)-C(31)-C(30)                               97.3(3) 
          C(10)-K(1)-C(31)-C(30)                              -62.2(3) 
          C(9)-K(1)-C(31)-C(30)                               -50.6(3) 
          C(6)-K(1)-C(31)-C(30)                               -40.6(4) 
          C(15)-K(1)-C(31)-C(30)                              120.7(3) 
          C(13)-K(1)-C(31)-C(30)                               66.7(4) 
          C(14)-K(1)-C(31)-C(30)                              114.4(4) 
          C(8)-K(1)-C(31)-C(30)                               -25.6(3) 



          C(7)-K(1)-C(31)-C(30)                               -16.8(3) 
          C(24)-K(1)-C(31)-C(30)                             -142.9(3) 
          C(30)-C(31)-C(32)-C(33)                               0.9(7) 
          K(1)-C(31)-C(32)-C(33)                               77.1(4) 
          C(30)-C(31)-C(32)-K(1)                              -76.3(4) 
          C(12)-K(1)-C(32)-C(33)                               12.9(3) 
          C(11)-K(1)-C(32)-C(33)                               33.9(3) 
          C(10)-K(1)-C(32)-C(33)                             -128.7(3) 
          C(9)-K(1)-C(32)-C(33)                              -115.1(3) 
          C(6)-K(1)-C(32)-C(33)                               -93.9(4) 
          C(15)-K(1)-C(32)-C(33)                               55.8(3) 
          C(13)-K(1)-C(32)-C(33)                               20.7(4) 
          C(14)-K(1)-C(32)-C(33)                               52.3(4) 
          C(8)-K(1)-C(32)-C(33)                               -88.3(3) 
          C(31)-K(1)-C(32)-C(33)                             -123.0(5) 
          C(7)-K(1)-C(32)-C(33)                               -70.6(3) 
          C(24)-K(1)-C(32)-C(33)                              160.2(3) 
          C(12)-K(1)-C(32)-C(31)                              135.9(3) 
          C(11)-K(1)-C(32)-C(31)                              156.9(3) 
          C(10)-K(1)-C(32)-C(31)                               -5.7(4) 
          C(9)-K(1)-C(32)-C(31)                                 7.9(4) 
          C(6)-K(1)-C(32)-C(31)                                29.1(5) 
          C(15)-K(1)-C(32)-C(31)                              178.9(3) 
          C(13)-K(1)-C(32)-C(31)                              143.7(3) 
          C(14)-K(1)-C(32)-C(31)                              175.3(3) 
          C(8)-K(1)-C(32)-C(31)                                34.8(4) 
          C(7)-K(1)-C(32)-C(31)                                52.4(4) 
          C(24)-K(1)-C(32)-C(31)                              -76.7(3) 
          C(31)-C(32)-C(33)-C(28)                               0.6(7) 
          K(1)-C(32)-C(33)-C(28)                               72.8(4) 
          C(31)-C(32)-C(33)-K(1)                              -72.2(4) 
          C(29)-C(28)-C(33)-C(32)                              -1.6(6) 
          C(34)-C(28)-C(33)-C(32)                             177.9(4) 
          C(29)-C(28)-C(33)-K(1)                               63.1(4) 
          C(34)-C(28)-C(33)-K(1)                             -117.4(4) 
          C(12)-K(1)-C(33)-C(32)                             -167.3(3) 
          C(11)-K(1)-C(33)-C(32)                             -143.4(3) 
          C(10)-K(1)-C(33)-C(32)                               77.7(4) 
          C(9)-K(1)-C(33)-C(32)                                76.0(3) 
          C(6)-K(1)-C(33)-C(32)                               123.9(3) 
          C(15)-K(1)-C(33)-C(32)                             -125.8(3) 
          C(13)-K(1)-C(33)-C(32)                             -163.2(3) 
          C(14)-K(1)-C(33)-C(32)                             -137.1(3) 
          C(8)-K(1)-C(33)-C(32)                                99.9(3) 
          C(31)-K(1)-C(33)-C(32)                               31.3(3) 
          C(7)-K(1)-C(33)-C(32)                               124.3(3) 
          C(24)-K(1)-C(33)-C(32)                              -19.0(3) 
          C(12)-K(1)-C(33)-C(28)                               68.3(3) 
          C(11)-K(1)-C(33)-C(28)                               92.2(3) 
          C(10)-K(1)-C(33)-C(28)                              -46.7(4) 
          C(9)-K(1)-C(33)-C(28)                               -48.4(3) 
          C(6)-K(1)-C(33)-C(28)                                -0.5(4) 
          C(15)-K(1)-C(33)-C(28)                              109.8(3) 
          C(13)-K(1)-C(33)-C(28)                               72.4(3) 
          C(14)-K(1)-C(33)-C(28)                               98.5(3) 
          C(8)-K(1)-C(33)-C(28)                               -24.5(3) 
          C(31)-K(1)-C(33)-C(28)                              -93.1(3) 



          C(7)-K(1)-C(33)-C(28)                                -0.1(3) 
          C(24)-K(1)-C(33)-C(28)                             -143.4(3) 
         
________________________________________________________________ 
  
         Symmetry transformations used to generate equivalent atoms: 
  
  

 

 


