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Figure S1. 1H NMR of 5. 

 

Figure S2. 1H NMR of 6. 
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Figure S3. 1H NMR of 7. 

 

 

Figure S4. 1H NMR of 8. 
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Figure S5. 13C NMR of 5. 

 

 

Figure S6. 13C NMR of 6. 
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Figure S7. 13C NMR of 7. 

 

 

Figure S8. 13C NMR of 8. 
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Figure S9. 1H NMR of 13. 

 

 

Figure S10. 1H NMR of 14. 
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Figure S11. 1H NMR of 15. 

 

 

Figure S12. 1H NMR of 16. 
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Figure S13. 13C NMR of 13. 

 

 

Figure S14. 13C NMR of 14. 
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Figure S15. 13C NMR of 15. 

 

 

Figure S16. 13C NMR of 16. 
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Figure S17. 11B NMR of 5. 

 

 

 

 

 

Figure S18. 11B NMR of 6. 
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Figure S19. 11B NMR of 7. 

 

 

 

 

 

Figure S20. 11B NMR of 8. 
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Figure S21. 11B NMR of 13. 

 

 

 

 

 

 

Figure S22. 11B NMR of 14. 
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Figure S23. 11B NMR of 15. 

 

 

 

 

 

Figure S24. 11B NMR of 16. 
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Table S1. Bond lengths (Å) of 5. 

O1C14   

O1C13   

O2C18   

O2C19   

O3C23   

O3C22   

N1C14   

N1C15   

N2C16   

N2C15   

N3C14   

N3C16   

N4C15   

N4C20   

N4C17   

N5C16   

N5C24   

N5C21   

B3C2    

B3C1    

B3B4    

B3B9    

B3B8    

B4C1    

B4B10 

B4B5    

B4B9    

1.358(2) 

1.429(2) 

1.417(3) 

1.417(3) 

1.417(2) 

1.421(2) 

1.317(2) 

1.352(2) 

1.335(2) 

1.339(2) 

1.318(2) 

1.355(2) 

1.348(2) 

1.457(2) 

1.457(2) 

1.350(2) 

1.461(2) 

1.462(2) 

1.709(3) 

1.713(3) 

1.762(3) 

1.769(3) 

1.771(3) 

1.698(2) 

1.763(3) 

1.767(3) 

1.771(3) 

 B5C1    

B5B6    

B5B11   

B5B10   

B6C2    

B6C1    

B6B11   

B6B7    

B7C2    

B7B12   

B7B11   

B7B8    

B8C2    

B8B9    

B8B12   

B9B10   

B9B12   

B10B12  

B10B11  

B11B12  

C1C13   

C1C2    

C17C18  

C19C20  

C21C22  

C23C24 

1.694(3) 

1.763(3) 

1.768(3) 

1.774(3) 

1.703(3) 

1.712(3) 

1.763(3) 

1.765(3) 

1.686(3) 

1.768(3) 

1.771(3) 

1.776(4) 

1.694(3) 

1.762(3) 

1.769(4) 

1.765(3) 

1.780(3) 

1.766(3) 

1.782(3) 

1.771(3) 

1.520(2) 

1.627(2) 

1.487(3) 

1.484(3) 

1.502(3) 

1.500(3) 
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Table S2. Bond angles (º) of 5. 

C14O1C13   

C18O2C19   

C23O3C22   

C14N1C15   

C16N2C15   

C14N3C16   

C15N4C20   

C15N4C17   

C20N4C17   

C16N5C24   

C16N5C21   

C24N5C21   

C2B3C1     

C2B3B4     

C1B3B4     

C2B3B9     

C1B3B9     

B4B3B9     

C2B3B8     

C1B3B8     

B4B3B8     

B9B3B8     

C1B4B3     

C1B4B10    

B3B4B10    

C1B4B5     

B3B4B5     

B10B4B5    

C1B4B9     

B3B4B9     

B10B4B9    

B5B4B9     

C1B5B6     

C1B5B4     

B6B5B4     

C1B5B11    

B6B5B11    

B4B5B11    

C1B5B10    

B6B5B10    

B4B5B10    

B11B5B10   

C2B6C1     

C2B6B11    

C1B6B11    

C2B6B5     

C1B6B5     

B11B6B5    

C2B6B7     

118.84(13) 

 110.00(17) 

 110.14(14) 

 112.55(14) 

 114.63(13) 

 112.43(13) 

 123.04(15) 

 122.78(14) 

 113.30(15) 

 122.27(13) 

 122.01(13) 

 113.82(14) 

  56.78(10) 

 103.77(15) 

  58.50(11) 

 103.87(16) 

 104.73(16) 

  60.19(13) 

  58.23(12) 

 104.31(16) 

 107.56(16) 

  59.69(13) 

  59.29(10) 

 105.02(14) 

 108.26(15) 

  58.50(11) 

 108.41(13) 

  60.33(13) 

 105.24(14) 

  60.08(12) 

  59.95(13) 

 108.29(15) 

  59.33(11) 

  58.73(11) 

 108.50(14) 

 105.30(14) 

  59.89(13) 

 108.34(15) 

 104.71(15) 

 108.19(15) 

  59.71(12) 

  60.39(13) 

  56.90(10) 

 104.23(15) 

 104.81(14) 

 103.84(14) 

  58.35(11) 

  60.22(13) 

  58.13(13) 

 B8B9B12    

B10B9B12   

B3B9B12    

B4B9B12    

B4B10B9    

B4B10B12   

B9B10B12   

B4B10B5 

B9B10B5    

B12B10B5   

B4B10B11   

B9B10B11   

B12B10B11  

B5B10B11   

B6B11B5    

B6B11B7    

B5B11B7    

B6B11B12   

B5B11B12   

B7B11B12   

B6B11B10   

B5B11B10   

B7B11B10   

B12B11B10  

B10B12B7   

B10B12B8   

B7B12B8    

B10B12B11  

B7B12B11   

B8B12B11   

B10B12B9   

B7B12B9    

B8B12B9    

B11B12B9   

C13C1C2    

C13C1B5    

C2C1B5     

C13C1B4    

C2C1B4     

B5C1B4     

C13C1B6    

C2C1B6     

B5C1B6     

B4C1B6     

C13C1B3    

C2C1B3     

B5C1B3     

B4C1B3     

B6C1B3     

59.94(14) 

  59.75(13) 

 108.03(15) 

 107.39(16) 

  60.25(13) 

 108.36(15) 

  60.53(13) 

  59.96(12) 

108.24(15) 

 107.65(14) 

 107.95(14) 

 108.53(16) 

  59.90(13) 

  59.66(13) 

  59.89(12) 

  59.94(13) 

 107.47(16) 

 108.01(17) 

 107.63(17) 

  59.88(13) 

 107.83(16) 

  59.94(12) 

 107.30(17) 

  59.61(13) 

 108.12(15) 

 107.42(16) 

  60.29(14) 

  60.49(13) 

  60.04(14) 

 108.28(16) 

  59.72(13) 

 107.96(16) 

  59.52(14) 

 108.35(16) 

 119.67(13) 

 119.67(14) 

 110.45(14) 

 120.84(13) 

 110.44(13) 

  62.77(12) 

 116.16(14) 

  61.28(12) 

  62.32(12) 

 114.26(14) 

 117.79(15) 

  61.51(11) 

 114.33(14) 

  62.21(12) 

 114.66(14) 
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C1B6B7     

B11B6B7    

B5B6B7     

C2B7B6     

C2B7B12    

B6B7B12    

C2B7B11    

B6B7B11    

B12B7B11   

C2B7B8     

B6B7B8     

B12B7B8    

B11B7B8    

C2B8B9     

C2B8B12    

B9B8B12    

C2B8B3     

B9B8B3     

B12B8B3    

C2B8B7     

B9B8B7     

B12B8B7    

B3B8B7     

B8B9B10    

B8B9B3     

B10B9B3    

B8B9B4     

B10B9B4    

B3B9B4     

 104.43(15) 

  60.26(13) 

 107.98(15) 

  59.11(12) 

 104.44(15) 

 108.06(15) 

 104.63(15) 

  59.81(13) 

  60.08(13) 

  58.54(13) 

 108.35(16) 

  59.89(14) 

 107.99(16) 

 104.80(14) 

 104.02(16) 

  60.54(13) 

  59.06(11) 

  60.08(13) 

 108.39(16) 

  58.06(13) 

 108.40(17) 

  59.82(14) 

 108.14(15) 

 107.77(16) 

  60.23(13) 

 107.86(15) 

 107.62(14) 

  59.80(13) 

  59.73(12) 

C1C2B7     

C1C2B8     

B7C2B8     

C1C2B6     

B7C2B6     

B8C2B6     

C1C2B3     

B7C2B3     

B8C2B3     

B6C2B3     

O1C13C1    

N1C14N3    

N1C14O1    

N3C14O1    

N2C15N4    

N2C15N1    

N4C15N1    

N2C16N5    

N2C16N3    

N5C16N3    

N4C17C18   

O2C18C17   

O2C19C20   

N4C20C19   

N5C21C22   

O3C22C21   

O3C23C24   

N5C24C23 

 112.10(14) 

 111.83(13) 

  63.39(14) 

  61.82(11) 

  62.77(13) 

 115.33(16) 

  61.71(11) 

 115.55(14) 

  62.71(13) 

 115.29(14) 

 109.43(13) 

 129.43(14) 

 111.72(14) 

 118.85(13) 

 117.56(14) 

 125.44(14) 

 116.99(14) 

 117.28(13) 

 125.47(14) 

 117.23(13) 

 108.80(18) 

   111.7(2) 

   111.8(2) 

 109.92(17) 

 109.81(15) 

 111.71(16) 

 111.51(17) 

 108.78(15) 
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Table S3. Torsion angles (º) of 5. 

C2 B3 B4 C1     

B9 B3 B4 C1     

B8 B3 B4 C1     

C2 B3 B4 B10    

C1 B3 B4 B10    

B9 B3 B4 B10    

B8 B3 B4 B10    

C2 B3 B4 B5     

C1 B3 B4 B5     

B9 B3 B4 B5     

B8 B3 B4 B5     

C2 B3 B4 B9     

C1 B3 B4 B9     

B8 B3 B4 B9     

B3 B4 B5 C1     

B10 B4 B5 C1    

B9 B4 B5 C1     

C1 B4 B5 B6     

B3 B4 B5 B6     

B10 B4 B5 B6    

B9 B4 B5 B6     

C1 B4 B5 B11    

B3 B4 B5 B11    

B10 B4 B5 B11   

B9 B4 B5 B11    

C1 B4 B5 B10    

B3 B4 B5 B10    

B9 B4 B5 B10    

C1 B5 B6 C2     

B4 B5 B6 C2     

B11 B5 B6 C2    

B10 B5 B6 C2    

B4 B5 B6 C1     

B11 B5 B6 C1    

B10 B5 B6 C1    

C1 B5 B6 B11    

B4 B5 B6 B11    

B10 B5 B6 B11   

C1 B5 B6 B7     

B4 B5 B6 B7     

B11 B5 B6 B7    

B10 B5 B6 B7    

C1 B6 B7 C2     

B11 B6 B7 C2    

B5 B6 B7 C2     

C2 B6 B7 B12    

C1 B6 B7 B12    

B11 B6 B7 B12   

B5 B6 B7 B12    

35.73(12) 

   134.01(16) 

    96.32(16) 

   -61.25(17) 

   -96.97(15) 

    37.03(15) 

    -0.65(19) 

     2.68(18) 

   -33.05(13) 

   100.96(17) 

    63.27(18) 

   -98.28(16) 

  -134.01(16) 

   -37.69(15) 

    33.36(13) 

   134.34(14) 

    97.02(15) 

   -33.64(13) 

      -0.3(2) 

   100.70(16) 

    63.38(18) 

   -97.12(15) 

   -63.76(18) 

    37.22(15) 

    -0.10(19) 

  -134.34(14) 

  -100.98(15) 

   -37.32(14) 

   -35.65(12) 

    -2.25(19) 

    98.67(16) 

    61.01(19) 

    33.40(13) 

   134.32(16) 

    96.66(17) 

  -134.32(16) 

  -100.92(17) 

   -37.66(16) 

   -96.19(16) 

     -62.8(2) 

    38.13(16) 

       0.5(2) 

    34.51(12) 

   133.53(15) 

    95.42(16) 

   -96.35(17) 

     -61.8(2) 

    37.18(16) 

      -0.9(2) 

 C2 B7 B12 B8     

B6 B7 B12 B8     

B11 B7 B12 B8    

C2 B7 B12 B11    

B6 B7 B12 B11    

B8 B7 B12 B11    

C2 B7 B12 B9     

B6 B7 B12 B9     

B11 B7 B12 B9    

B8 B7 B12 B9     

C2 B8 B12 B10    

B9 B8 B12 B10    

B3 B8 B12 B10    

B7 B8 B12 B10    

C2 B8 B12 B7     

B9 B8 B12 B7     

B3 B8 B12 B7     

C2 B8 B12 B11    

B9 B8 B12 B11    

B3 B8 B12 B11    

B7 B8 B12 B11    

C2 B8 B12 B9     

B3 B8 B12 B9     

B7 B8 B12 B9     

B6 B11 B12 B10   

B5 B11 B12 B10   

B7 B11 B12 B10   

B6 B11 B12 B7    

B5 B11 B12 B7    

B10 B11 B12 B7   

B6 B11 B12 B8    

B5 B11 B12 B8    

B7 B11 B12 B8    

B10 B11 B12 B8   

B6 B11 B12 B9    

B5 B11 B12 B9    

B7 B11 B12 B9    

B10 B11 B12 B9   

B8 B9 B12 B10    

B3 B9 B12 B10    

B4 B9 B12 B10    

B8 B9 B12 B7     

B10 B9 B12 B7    

B3 B9 B12 B7     

B4 B9 B12 B7     

B10 B9 B12 B8    

B3 B9 B12 B8     

B4 B9 B12 B8     

B8 B9 B12 B11    

39.44(14) 

  101.17(18) 

  138.23(17) 

  -98.78(16) 

  -37.06(16) 

 -138.23(17) 

      2.5(2) 

     64.2(2) 

  101.25(18) 

  -36.98(16) 

     62.2(2) 

  -37.08(15) 

      0.6(2) 

  101.32(17) 

  -39.11(14) 

 -138.40(16) 

 -100.73(16) 

     -1.7(2) 

 -100.97(17) 

    -63.3(2) 

   37.43(15) 

   99.29(16) 

   37.68(15) 

  138.40(16) 

 -100.52(17) 

  -37.28(15) 

 -137.63(17) 

   37.11(15) 

  100.36(17) 

  137.63(17) 

     -0.4(2) 

     62.8(2) 

  -37.54(16) 

  100.09(18) 

    -63.5(2) 

     -0.2(2) 

 -100.59(17) 

   37.04(15) 

  138.23(15) 

  100.58(16) 

   37.55(14) 

   37.31(15) 

 -100.92(17) 

     -0.3(2) 

    -63.4(2) 

 -138.23(15) 

  -37.65(15) 

 -100.68(16) 

  100.85(17) 
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C2 B6 B7 B11    

C1 B6 B7 B11    

B5 B6 B7 B11    

C2 B6 B7 B8     

C1 B6 B7 B8     

B11 B6 B7 B8    

B5 B6 B7 B8     

C1 B3 B8 C2     

B4 B3 B8 C2     

B9 B3 B8 C2     

C2 B3 B8 B9     

C1 B3 B8 B9     

B4 B3 B8 B9     

C2 B3 B8 B12    

C1 B3 B8 B12    

B4 B3 B8 B12    

B9 B3 B8 B12    

C2 B3 B8 B7     

C1 B3 B8 B7     

B4 B3 B8 B7     

B9 B3 B8 B7     

B6 B7 B8 C2     

B12 B7 B8 C2    

B11 B7 B8 C2    

C2 B7 B8 B9     

B6 B7 B8 B9     

B12 B7 B8 B9    

B11 B7 B8 B9    

C2 B7 B8 B12    

B6 B7 B8 B12    

B11 B7 B8 B12   

C2 B7 B8 B3     

B6 B7 B8 B3     

B12 B7 B8 B3    

B11 B7 B8 B3    

C2 B8 B9 B10    

B12 B8 B9 B10   

B3 B8 B9 B10    

B7 B8 B9 B10    

C2 B8 B9 B3     

B12 B8 B9 B3    

B7 B8 B9 B3     

C2 B8 B9 B4     

B12 B8 B9 B4    

B3 B8 B9 B4     

B7 B8 B9 B4     

C2 B8 B9 B12    

B3 B8 B9 B12    

B7 B8 B9 B12    

C2 B3 B9 B8     

C1 B3 B9 B8     

  -133.53(15) 

   -99.02(15) 

   -38.11(16) 

   -32.95(14) 

     1.55(19) 

   100.58(17) 

      62.5(2) 

   -34.62(13) 

   -95.61(15) 

  -133.52(17) 

   133.52(17) 

    98.91(16) 

    37.91(15) 

    95.65(18) 

    61.03(19) 

       0.0(2) 

   -37.88(15) 

    32.29(14) 

      -2.3(2) 

   -63.32(19) 

  -101.23(18) 

    33.17(14) 

   133.84(15) 

    96.47(16) 

   -96.31(16) 

     -63.1(2) 

    37.53(15) 

       0.2(2) 

  -133.84(15) 

  -100.67(17) 

   -37.38(15) 

   -32.68(14) 

       0.5(2) 

   101.16(17) 

      63.8(2) 

     -60.8(2) 

    37.18(14) 

  -100.82(16) 

       0.0(2) 

    40.04(15) 

   138.00(16) 

   100.78(17) 

       2.3(2) 

   100.28(18) 

   -37.72(16) 

      63.1(2) 

   -97.96(18) 

  -138.00(16) 

   -37.22(15) 

   -39.42(15) 

   -98.18(16) 

B10 B9 B12 B11   

B3 B9 B12 B11    

B4 B9 B12 B11    

B6 B5 C1 C13     

B4 B5 C1 C13     

B11 B5 C1 C13    

B10 B5 C1 C13    

B6 B5 C1 C2      

B4 B5 C1 C2      

B11 B5 C1 C2     

B10 B5 C1 C2     

B6 B5 C1 B4      

B11 B5 C1 B4     

B10 B5 C1 B4     

B4 B5 C1 B6      

B11 B5 C1 B6     

B10 B5 C1 B6     

B6 B5 C1 B3      

B4 B5 C1 B3      

B11 B5 C1 B3     

B10 B5 C1 B3     

B3 B4 C1 C13     

B10 B4 C1 C13    

B5 B4 C1 C13     

B9 B4 C1 C13     

B3 B4 C1 C2      

B10 B4 C1 C2     

B5 B4 C1 C2      

B9 B4 C1 C2      

B3 B4 C1 B5      

B10 B4 C1 B5     

B9 B4 C1 B5      

B3 B4 C1 B6      

B10 B4 C1 B6     

B5 B4 C1 B6      

B9 B4 C1 B6      

B10 B4 C1 B3     

B5 B4 C1 B3      

B9 B4 C1 B3      

C2 B6 C1 C13     

B11 B6 C1 C13    

B5 B6 C1 C13     

B7 B6 C1 C13     

B11 B6 C1 C2     

B5 B6 C1 C2      

B7 B6 C1 C2      

C2 B6 C1 B5      

B11 B6 C1 B5     

B7 B6 C1 B5      

C2 B6 C1 B4      

B11 B6 C1 B4     

  -37.38(15) 

     63.2(2) 

      0.2(2) 

 -105.91(16) 

  111.73(16) 

 -145.82(15) 

  151.41(15) 

   39.22(14) 

 -103.14(14) 

   -0.70(19) 

  -63.46(17) 

  142.36(15) 

  102.44(16) 

   39.68(13) 

 -142.36(15) 

  -39.91(14) 

 -102.68(16) 

  106.26(16) 

  -36.10(14) 

   66.34(18) 

    3.58(19) 

  107.41(18) 

 -150.00(16) 

 -109.95(17) 

  147.67(16) 

  -39.48(15) 

   63.11(19) 

  103.15(16) 

      0.8(2) 

 -142.64(15) 

  -40.05(14) 

 -102.39(17) 

 -106.25(16) 

     -3.7(2) 

   36.39(15) 

  -66.00(19) 

  102.59(16) 

  142.64(15) 

   40.25(15) 

 -111.08(15) 

  151.38(15) 

  111.42(16) 

 -146.13(14) 

  -97.54(15) 

 -137.51(14) 

  -35.05(13) 

  137.51(14) 

   39.96(14) 

  102.46(16) 

  100.95(15) 

      3.4(2) 
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B4 B3 B9 B8     

C2 B3 B9 B10    

C1 B3 B9 B10    

B4 B3 B9 B10    

B8 B3 B9 B10    

C2 B3 B9 B4     

C1 B3 B9 B4     

B8 B3 B9 B4     

C2 B3 B9 B12    

C1 B3 B9 B12    

B4 B3 B9 B12    

B8 B3 B9 B12    

C1 B4 B9 B8     

B3 B4 B9 B8     

B10 B4 B9 B8    

B5 B4 B9 B8     

C1 B4 B9 B10    

B3 B4 B9 B10    

B5 B4 B9 B10    

C1 B4 B9 B3     

B10 B4 B9 B3    

B5 B4 B9 B3     

C1 B4 B9 B12    

B3 B4 B9 B12    

B10 B4 B9 B12   

B5 B4 B9 B12    

C1 B4 B10 B9    

B3 B4 B10 B9    

B5 B4 B10 B9    

C1 B4 B10 B12   

B3 B4 B10 B12   

B5 B4 B10 B12   

B9 B4 B10 B12   

C1 B4 B10 B5    

B3 B4 B10 B5    

B9 B4 B10 B5    

C1 B4 B10 B11   

B3 B4 B10 B11   

B5 B4 B10 B11   

B9 B4 B10 B11   

B8 B9 B10 B4    

B3 B9 B10 B4    

B12 B9 B10 B4   

B8 B9 B10 B12   

B3 B9 B10 B12   

B4 B9 B10 B12   

B8 B9 B10 B5    

B3 B9 B10 B5    

B4 B9 B10 B5    

B12 B9 B10 B5   

B8 B9 B10 B11   

  -137.53(17) 

    61.25(19) 

       2.5(2) 

   -36.87(15) 

   100.67(18) 

    98.12(15) 

    39.35(13) 

   137.53(17) 

      -1.9(2) 

   -60.66(19) 

  -100.02(17) 

    37.52(16) 

      -1.9(2) 

    37.94(16) 

  -100.70(18) 

     -63.2(2) 

    98.78(16) 

   138.65(16) 

    37.48(14) 

   -39.86(14) 

  -138.65(16) 

  -101.16(15) 

    61.25(19) 

   101.12(17) 

   -37.53(14) 

    -0.05(19) 

   -99.16(15) 

   -37.09(14) 

  -138.32(15) 

   -61.04(19) 

       1.0(2) 

  -100.20(16) 

    38.12(15) 

    39.15(13) 

   101.23(15) 

   138.32(15) 

       2.4(2) 

    64.43(19) 

   -36.80(15) 

   101.51(17) 

   100.44(15) 

    36.84(14) 

   137.70(15) 

   -37.26(15) 

  -100.87(17) 

  -137.70(15) 

    63.13(19) 

      -0.5(2) 

   -37.31(14) 

   100.40(16) 

      -0.1(2) 

B5 B6 C1 B4      

B7 B6 C1 B4      

C2 B6 C1 B3      

B11 B6 C1 B3     

B5 B6 C1 B3      

B7 B6 C1 B3      

C2 B3 C1 C13     

B4 B3 C1 C13     

B9 B3 C1 C13     

B8 B3 C1 C13     

B4 B3 C1 C2      

B9 B3 C1 C2      

B8 B3 C1 C2      

C2 B3 C1 B5      

B4 B3 C1 B5      

B9 B3 C1 B5      

B8 B3 C1 B5      

C2 B3 C1 B4      

B9 B3 C1 B4      

B8 B3 C1 B4      

C2 B3 C1 B6      

B4 B3 C1 B6      

B9 B3 C1 B6      

B8 B3 C1 B6      

C13 C1 C2 B7     

B5 C1 C2 B7      

B4 C1 C2 B7      

B6 C1 C2 B7      

B3 C1 C2 B7      

C13 C1 C2 B8     

B5 C1 C2 B8      

B4 C1 C2 B8      

B6 C1 C2 B8      

B3 C1 C2 B8      

C13 C1 C2 B6     

B5 C1 C2 B6      

B4 C1 C2 B6      

B3 C1 C2 B6      

C13 C1 C2 B3     

B5 C1 C2 B3      

B4 C1 C2 B3      

B6 C1 C2 B3      

B6 B7 C2 C1      

B12 B7 C2 C1     

B11 B7 C2 C1     

B8 B7 C2 C1      

B6 B7 C2 B8      

B12 B7 C2 B8     

B11 B7 C2 B8     

B12 B7 C2 B6     

B11 B7 C2 B6     

  -36.56(15) 

   65.90(18) 

   31.78(14) 

  -65.76(18) 

 -105.72(15) 

   -3.27(19) 

  110.52(15) 

 -112.16(15) 

 -152.35(15) 

  145.78(14) 

  137.32(15) 

   97.13(16) 

   35.27(13) 

 -101.01(15) 

   36.31(15) 

     -3.9(2) 

  -65.74(18) 

 -137.32(15) 

  -40.19(14) 

 -102.06(16) 

  -31.70(14) 

  105.62(16) 

   65.43(18) 

    3.56(19) 

  144.39(16) 

   -0.74(19) 

  -68.27(19) 

   38.94(15) 

 -108.07(16) 

 -146.59(17) 

   68.28(19) 

      0.7(2) 

  107.95(18) 

  -39.05(16) 

  105.45(17) 

  -39.68(14) 

 -107.21(16) 

 -147.00(15) 

 -107.55(18) 

  107.33(15) 

   39.79(15) 

  147.00(15) 

  -38.54(14) 

   64.10(19) 

      1.8(2) 

  104.21(15) 

 -142.75(15) 

  -40.11(15) 

 -102.39(17) 

  102.64(17) 

   40.37(14) 
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B3 B9 B10 B11   

B4 B9 B10 B11   

B12 B9 B10 B11  

C1 B5 B10 B4    

B6 B5 B10 B4    

B11 B5 B10 B4   

C1 B5 B10 B9    

B6 B5 B10 B9    

B4 B5 B10 B9    

B11 B5 B10 B9   

C1 B5 B10 B12   

B6 B5 B10 B12   

B4 B5 B10 B12   

B11 B5 B10 B12  

C1 B5 B10 B11   

B6 B5 B10 B11   

B4 B5 B10 B11   

C2 B6 B11 B5    

C1 B6 B11 B5    

B7 B6 B11 B5    

C2 B6 B11 B7    

C1 B6 B11 B7    

B5 B6 B11 B7    

C2 B6 B11 B12   

C1 B6 B11 B12   

B5 B6 B11 B12   

B7 B6 B11 B12   

C2 B6 B11 B10   

C1 B6 B11 B10   

B5 B6 B11 B10   

B7 B6 B11 B10   

C1 B5 B11 B6    

B4 B5 B11 B6    

B10 B5 B11 B6   

C1 B5 B11 B7    

B6 B5 B11 B7    

B4 B5 B11 B7    

B10 B5 B11 B7   

C1 B5 B11 B12   

B6 B5 B11 B12   

B4 B5 B11 B12   

B10 B5 B11 B12  

C1 B5 B11 B10   

B6 B5 B11 B10   

B4 B5 B11 B10   

C2 B7 B11 B6    

B12 B7 B11 B6   

B8 B7 B11 B6    

C2 B7 B11 B5    

B6 B7 B11 B5    

B12 B7 B11 B5   

     -63.7(2) 

  -100.54(16) 

    37.17(15) 

   -39.20(13) 

  -101.24(16) 

  -138.67(16) 

    -1.76(19) 

     -63.8(2) 

    37.44(14) 

  -101.24(17) 

    62.21(19) 

       0.2(2) 

   101.41(17) 

   -37.26(16) 

    99.48(16) 

    37.43(16) 

   138.67(16) 

   -98.00(15) 

   -39.05(14) 

  -137.44(17) 

    39.44(14) 

    98.39(16) 

   137.44(17) 

     2.35(19) 

    61.31(19) 

   100.35(17) 

   -37.08(15) 

   -60.63(19) 

      -1.7(2) 

    37.37(15) 

  -100.07(18) 

    39.64(14) 

   101.20(15) 

   138.12(17) 

       1.8(2) 

   -37.86(15) 

    63.34(19) 

   100.26(18) 

   -61.35(19) 

  -100.99(18) 

       0.2(2) 

    37.13(15) 

   -98.48(16) 

  -138.12(17) 

   -36.92(15) 

   -40.02(14) 

  -138.48(17) 

  -101.18(17) 

      -2.2(2) 

    37.84(15) 

  -100.64(17) 

B8 B7 C2 B6      

B6 B7 C2 B3      

B12 B7 C2 B3     

B11 B7 C2 B3     

B8 B7 C2 B3      

B9 B8 C2 C1      

B12 B8 C2 C1     

B3 B8 C2 C1      

B7 B8 C2 C1      

B9 B8 C2 B7      

B12 B8 C2 B7     

B3 B8 C2 B7      

B9 B8 C2 B6      

B12 B8 C2 B6     

B3 B8 C2 B6      

B7 B8 C2 B6      

B9 B8 C2 B3      

B12 B8 C2 B3     

B7 B8 C2 B3      

B11 B6 C2 C1     

B5 B6 C2 C1      

B7 B6 C2 C1      

C1 B6 C2 B7      

B11 B6 C2 B7     

B5 B6 C2 B7      

C1 B6 C2 B8      

B11 B6 C2 B8     

B5 B6 C2 B8      

B7 B6 C2 B8      

C1 B6 C2 B3      

B11 B6 C2 B3     

B5 B6 C2 B3      

B7 B6 C2 B3      

B4 B3 C2 C1      

B9 B3 C2 C1      

B8 B3 C2 C1      

C1 B3 C2 B7      

B4 B3 C2 B7      

B9 B3 C2 B7      

B8 B3 C2 B7      

C1 B3 C2 B8      

B4 B3 C2 B8      

B9 B3 C2 B8      

C1 B3 C2 B6      

B4 B3 C2 B6      

B9 B3 C2 B6      

B8 B3 C2 B6      

C14 O1 C13 C1    

C2 C1 C13 O1     

B5 C1 C13 O1     

B4 C1 C13 O1     

  142.75(15) 

 -106.65(16) 

     -4.0(2) 

    -66.3(2) 

   36.11(16) 

     -1.9(2) 

    -64.6(2) 

   38.62(15) 

 -104.63(17) 

  102.71(18) 

   39.99(15) 

  143.25(16) 

     66.2(2) 

      3.4(2) 

  106.71(16) 

  -36.54(15) 

  -40.54(16) 

 -103.27(17) 

 -143.25(16) 

   98.59(14) 

   36.31(13) 

  139.09(14) 

 -139.09(14) 

  -40.50(14) 

 -102.77(16) 

 -102.31(16) 

     -3.7(2) 

  -66.00(19) 

   36.78(16) 

  -32.03(14) 

   66.56(18) 

      4.3(2) 

  107.06(16) 

  -36.52(12) 

  -98.70(16) 

 -138.85(16) 

  102.49(16) 

   65.97(18) 

      3.8(2) 

  -36.36(16) 

  138.85(16) 

  102.33(16) 

   40.15(15) 

   32.07(14) 

     -4.5(2) 

  -66.63(19) 

 -106.78(17) 

 -135.05(15) 

      9.2(2) 

  151.12(15) 

 -134.74(16) 
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B8 B7 B11 B5    

C2 B7 B11 B12   

B6 B7 B11 B12   

B8 B7 B11 B12 

C2 B7 B11 B10    

B6 B7 B11 B10    

B12 B7 B11 B10   

B8 B7 B11 B10    

B4 B10 B11 B6    

B9 B10 B11 B6    

B12 B10 B11 B6   

B5 B10 B11 B6    

B4 B10 B11 B5    

B9 B10 B11 B5    

B12 B10 B11 B5   

B4 B10 B11 B7    

B9 B10 B11 B7    

B12 B10 B11 B7   

B5 B10 B11 B7    

B4 B10 B11 B12   

B9 B10 B11 B12   

B5 B10 B11 B12   

B4 B10 B12 B7    

B9 B10 B12 B7    

B5 B10 B12 B7    

B11 B10 B12 B7   

B4 B10 B12 B8    

B9 B10 B12 B8    

B5 B10 B12 B8    

B11 B10 B12 B8   

B4 B10 B12 B11   

B9 B10 B12 B11   

B5 B10 B12 B11   

B4 B10 B12 B9    

B5 B10 B12 B9    

B11 B10 B12 B9   

C2 B7 B12 B10    

B6 B7 B12 B10    

B11 B7 B12 B10   

B8 B7 B12 B10    

     -63.3(2) 

    98.46(17) 

   138.48(17) 

    37.29(15) 

60.96(19) 

  100.97(17) 

  -37.51(15) 

     -0.2(2) 

     -0.4(2) 

     63.4(2) 

  100.83(18) 

  -37.35(15) 

   36.93(15) 

  100.73(16) 

  138.17(17) 

    -63.6(2) 

      0.2(2) 

   37.63(15) 

 -100.54(17) 

 -101.24(17) 

  -37.44(15) 

 -138.17(17) 

     62.6(2) 

  100.64(18) 

     -0.7(2) 

  -37.90(17) 

     -1.0(2) 

   36.99(15) 

    -64.4(2) 

 -101.55(18) 

  100.54(16) 

  138.54(16) 

   37.16(16) 

  -38.00(14) 

 -101.39(17) 

 -138.54(16) 

    -60.7(2) 

      1.0(2) 

   38.10(16) 

 -100.13(18) 

B6 C1 C13 O1     

B3 C1 C13 O1     

C15 N1 C14 N3    

C15 N1 C14 O1    

C16 N3 C14 N1    

C16 N3 C14 O1    

C13 O1 C14 N1    

C13 O1 C14 N3    

C16 N2 C15 N4    

C16 N2 C15 N1    

C20 N4 C15 N2    

C17 N4 C15 N2    

C20 N4 C15 N1    

C17 N4 C15 N1    

C14 N1 C15 N2    

C14 N1 C15 N4    

C15 N2 C16 N5    

C15 N2 C16 N3    

C24 N5 C16 N2    

C21 N5 C16 N2    

C24 N5 C16 N3    

C21 N5 C16 N3    

C14 N3 C16 N2    

C14 N3 C16 N5    

C15 N4 C17 C18   

C20 N4 C17 C18   

C19 O2 C18 C17   

N4 C17 C18 O2    

C18 O2 C19 C20   

C15 N4 C20 C19   

C17 N4 C20 C19   

O2 C19 C20 N4    

C16 N5 C21 C22   

C24 N5 C21 C22   

C23 O3 C22 C21   

N5 C21 C22 O3    

C22 O3 C23 C24   

C16 N5 C24 C23   

C21 N5 C24 C23   

O3 C23 C24 N5 

   79.53(18) 

  -62.14(18) 

      0.9(3) 

 -179.67(14) 

     -1.7(2) 

  178.91(13) 

 -175.48(14) 

      4.0(2) 

  178.38(15) 

     -2.4(2) 

     -5.7(3) 

 -174.30(18) 

  175.01(18) 

      6.5(3) 

      1.4(2) 

 -179.44(15) 

  179.75(15) 

      1.5(2) 

  179.39(15) 

     16.0(2) 

     -2.2(2) 

 -165.58(15) 

      0.3(2) 

 -177.92(14) 

   -137.5(2) 

     53.0(3) 

     60.8(3) 

    -56.8(3) 

    -59.4(3) 

    138.2(2) 

    -52.3(3) 

     54.7(3) 

 -144.04(17) 

     51.3(2) 

     59.7(2) 

    -53.9(2) 

    -61.5(2) 

  142.89(17) 

    -52.5(2) 

     56.9(2) 
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Figure S25. Molecular structure of 5 with thermal ellipsoids drawn at the 30% level. Hydrogen atoms 

are omitted for clarity. 
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Table S4. Bond lengths (Å) of 6. 

B3 C2   

B3 C1   

B3 B9   

B3 B8   

B3 B4   

B4 C1   

B4 B5   

B4 B10  

B4 B9   

B5 C1   

B5 B6   

B5 B10  

B5 B11  

B6 C2   

B6 C1   

B6 B11  

B6 B7   

B7 C2   

B7 B11  

B7 B12  

B7 B8   

B8 C2   

B8 B9   

B8 B12  

B9 B12  

B9 B10  

B10 B12 

1.704(3) 

1.730(3) 

1.760(3) 

1.766(4) 

1.774(3) 

1.701(3) 

1.764(3) 

1.768(3) 

1.785(3) 

1.701(3) 

1.767(3) 

1.772(3) 

1.793(4) 

1.703(3) 

1.728(3) 

1.758(3) 

1.764(4) 

1.694(3) 

1.764(4) 

1.773(3) 

1.776(4) 

1.690(3) 

1.772(4) 

1.778(4) 

1.777(4) 

1.785(4) 

1.776(4) 

 B10 B11 

B11 B12 

N1 C15  

N1 C17  

N2 C15  

N2 C16  

N3 C17  

N3 C16  

N4 C16  

N4 C21  

N4 C18  

N5 C17  

N5 C22  

N5 C25  

O1 C15  

O1 C14  

O2 C20  

O2 C19  

O3 C24  

O3 C23  

C1 C13  

C1 C2   

C13 C14 

C18 C19 

C20 C21 

C22 C23 

C24 C25 

1.783(3) 

1.776(4) 

1.311(2) 

1.347(2) 

1.324(2) 

1.349(2) 

1.336(2) 

1.342(2) 

1.349(2) 

1.451(2) 

1.469(2) 

1.355(2) 

1.462(3) 

1.463(3) 

1.351(2) 

1.444(2) 

1.418(2) 

1.424(2) 

1.431(3) 

1.445(3) 

1.531(2) 

1.638(3) 

1.504(3) 

1.501(3) 

1.504(3) 

1.463(4) 

1.458(4) 
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Table S5. Bond angles (º) of 6. 

C2 B3 C1    

C2 B3 B9    

C1 B3 B9    

C2 B3 B8    

C1 B3 B8    

B9 B3 B8    

C2 B3 B4    

C1 B3 B4    

B9 B3 B4    

B8 B3 B4    

C1 B4 B5    

C1 B4 B10   

B5 B4 B10   

C1 B4 B3    

B5 B4 B3    

B10 B4 B3   

C1 B4 B9    

B5 B4 B9    

B10 B4 B9   

B3 B4 B9    

C1 B5 B4    

C1 B5 B6    

B4 B5 B6    

C1 B5 B10   

B4 B5 B10   

B6 B5 B10   

C1 B5 B11   

B4 B5 B11   

B6 B5 B11   

B10 B5 B11  

C2 B6 C1    

C2 B6 B11   

C1 B6 B11   

C2 B6 B7    

C1 B6 B7    

B11 B6 B7   

C2 B6 B5    

C1 B6 B5    

B11 B6 B5   

B7 B6 B5    

C2 B7 B11   

C2 B7 B6    

B11 B7 B6   

C2 B7 B12   

B11 B7 B12  

B6 B7 B12   

C2 B7 B8    

B11 B7 B8   

B6 B7 B8    

56.95(11) 

 104.22(17) 

 105.26(15) 

  58.28(14) 

 105.02(17) 

  60.32(14) 

 103.43(15) 

  58.06(11) 

  60.68(14) 

 108.36(17) 

  58.76(11) 

 105.30(14) 

  60.23(12) 

  59.69(12) 

 108.55(15) 

 107.80(17) 

 105.43(15) 

 108.54(16) 

  60.30(14) 

  59.29(13) 

  58.76(11) 

  59.73(12) 

 108.35(16) 

 105.11(15) 

  59.99(12) 

 107.41(17) 

 105.28(17) 

 108.02(16) 

  59.15(13) 

  59.99(13) 

  57.02(12) 

 104.43(16) 

 105.67(15) 

  58.48(15) 

 105.22(17) 

  60.10(16) 

 103.83(15) 

  58.22(11) 

  61.16(14) 

 108.71(16) 

 104.52(17) 

  58.94(13) 

  59.76(15) 

 104.07(17) 

  60.30(15) 

 107.93(18) 

  58.25(14) 

 108.55(17) 

 108.23(17) 

 B12 B10 B9  

B11 B10 B9  

B6 B11 B7   

B6 B11 B12  

B7 B11 B12  

B6 B11 B10  

B7 B11 B10  

B12 B11 B10 

B6 B11 B5   

B7 B11 B5   

B12 B11 B5  

B10 B11 B5  

B7 B12 B11  

B7 B12 B10  

B11 B12 B10 

B7 B12 B9   

B11 B12 B9  

B10 B12 B9  

B7 B12 B8   

B11 B12 B8  

B10 B12 B8  

B9 B12 B8   

C15 N1 C17  

C15 N2 C16  

C17 N3 C16  

C16 N4 C21  

C16 N4 C18  

C21 N4 C18  

C17 N5 C22  

C17 N5 C25  

C22 N5 C25  

C15 O1 C14  

C20 O2 C19  

C24 O3 C23  

C13 C1 C2   

C13 C1 B5   

C2 C1 B5    

C13 C1 B4   

C2 C1 B4    

B5 C1 B4    

C13 C1 B6   

C2 C1 B6    

B5 C1 B6    

B4 C1 B6    

C13 C1 B3   

C2 C1 B3    

B5 C1 B3    

B4 C1 B3    

B6 C1 B3    

59.87(15) 

108.02(18) 

 60.14(15) 

108.07(18) 

 60.10(16) 

107.38(16) 

107.71(19) 

 59.88(14) 

 59.69(13) 

107.58(16) 

107.42(16) 

 59.42(13) 

 59.60(16) 

107.60(17) 

 60.24(15) 

107.97(17) 

108.65(17) 

 60.31(14) 

 60.02(16) 

107.91(16) 

107.77(17) 

 59.79(16) 

113.03(15) 

112.50(14) 

114.04(16) 

123.20(15) 

123.01(15) 

113.60(14) 

123.75(17) 

122.96(18) 

113.19(17) 

116.47(14) 

110.40(15) 

109.85(17) 

116.26(14) 

123.74(16) 

109.81(15) 

123.63(16) 

109.72(14) 

 62.48(12) 

116.73(15) 

 60.71(13) 

 62.05(13) 

113.24(13) 

116.07(15) 

 60.71(13) 

113.68(14) 

 62.26(13) 

113.07(15) 
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B12 B7 B8   

C2 B8 B3    

C2 B8 B9    

B3 B8 B9    

C2 B8 B7    

B3 B8 B7    

B9 B8 B7    

C2 B8 B12   

B3 B8 B12   

B9 B8 B12   

B7 B8 B12   

B3 B9 B8    

B3 B9 B12   

B8 B9 B12   

B3 B9 B10   

B8 B9 B10   

B12 B9 B10  

B3 B9 B4    

B8 B9 B4    

B12 B9 B4   

B10 B9 B4   

B4 B10 B5   

B4 B10 B12  

B5 B10 B12  

B4 B10 B11  

B5 B10 B11  

B12 B10 B11 

B4 B10 B9   

B5 B10 B9  

  60.13(15) 

  59.02(13) 

 104.30(17) 

  59.69(15) 

  58.46(14) 

 108.40(17) 

 108.07(19) 

 104.01(19) 

 107.88(19) 

  60.09(15) 

  59.85(16) 

  59.99(14) 

 108.15(17) 

  60.12(16) 

 107.65(15) 

 107.65(18) 

  59.83(15) 

  60.03(13) 

 107.59(15) 

 107.38(17) 

  59.37(13) 

  59.78(12) 

 108.18(17) 

 108.35(15) 

 108.32(14) 

  60.59(13) 

59.88(15) 

60.33(13) 

108.20(15) 

C1 C2 B8    

C1 C2 B7    

B8 C2 B7    

C1 C2 B6    

B8 C2 B6    

B7 C2 B6    

C1 C2 B3    

B8 C2 B3    

B7 C2 B3    

B6 C2 B3    

C14 C13 C1  

O1 C14 C13  

N1 C15 N2   

N1 C15 O1   

N2 C15 O1   

N3 C16 N4   

N3 C16 N2   

N4 C16 N2   

N3 C17 N1   

N3 C17 N5   

N1 C17 N5   

N4 C18 C19  

O2 C19 C18  

O2 C20 C21  

N4 C21 C20  

N5 C22 C23  

O3 C23 C22  

O3 C24 C25  

C24 C25 N5 

112.91(16) 

112.77(17) 

 63.28(16) 

 62.27(13) 

115.40(17) 

 62.58(15) 

 62.33(12) 

 62.69(15) 

115.40(16) 

115.75(16) 

112.70(16) 

111.28(16) 

128.90(17) 

118.03(15) 

113.08(15) 

116.86(16) 

125.71(15) 

117.42(15) 

125.75(16) 

117.75(17) 

116.50(16) 

109.15(16) 

111.53(16) 

111.83(16) 

109.26(16) 

  109.0(2) 

  111.3(2) 

  112.4(2) 

  109.0(2) 
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Table S6. Torsion angles (º) of 6. 

C2 B3 B4 C1    

B9 B3 B4 C1    

B8 B3 B4 C1    

C2 B3 B4 B5    

C1 B3 B4 B5    

B9 B3 B4 B5    

B8 B3 B4 B5    

C2 B3 B4 B10   

C1 B3 B4 B10   

B9 B3 B4 B10   

B8 B3 B4 B10   

C2 B3 B4 B9    

C1 B3 B4 B9    

B8 B3 B4 B9    

B10 B4 B5 C1   

B3 B4 B5 C1    

B9 B4 B5 C1    

C1 B4 B5 B6    

B10 B4 B5 B6   

B3 B4 B5 B6    

B9 B4 B5 B6    

C1 B4 B5 B10   

B3 B4 B5 B10   

B9 B4 B5 B10   

C1 B4 B5 B11   

B10 B4 B5 B11  

B3 B4 B5 B11   

B9 B4 B5 B11   

C1 B5 B6 C2    

B4 B5 B6 C2    

B10 B5 B6 C2   

B11 B5 B6 C2   

B4 B5 B6 C1    

B10 B5 B6 C1   

B11 B5 B6 C1   

C1 B5 B6 B11   

B4 B5 B6 B11   

B10 B5 B6 B11  

C1 B5 B6 B7    

B4 B5 B6 B7    

B10 B5 B6 B7   

B11 B5 B6 B7   

C1 B6 B7 C2    

B11 B6 B7 C2   

B5 B6 B7 C2    

C2 B6 B7 B11   

C1 B6 B7 B11   

B5 B6 B7 B11   

C2 B6 B7 B12   

35.95(13) 

  134.90(16) 

   96.59(17) 

    2.04(19) 

  -33.91(14) 

  100.99(17) 

     62.7(2) 

  -61.71(18) 

  -97.66(15) 

   37.24(15) 

     -1.1(2) 

  -98.95(17) 

 -134.90(16) 

  -38.31(16) 

  134.62(17) 

   34.28(14) 

   97.17(16) 

  -34.69(14) 

   99.93(17) 

     -0.4(2) 

   62.48(18) 

 -134.62(17) 

 -100.35(17) 

  -37.45(15) 

  -97.29(16) 

   37.33(15) 

  -63.01(19) 

     -0.1(2) 

  -35.70(13) 

   -1.40(19) 

   61.97(18) 

   99.05(17) 

   34.30(14) 

   97.67(16) 

  134.75(17) 

 -134.75(17) 

 -100.45(18) 

  -37.08(16) 

  -96.68(18) 

    -62.4(2) 

      1.0(2) 

   38.07(18) 

   34.03(14) 

  133.61(17) 

   95.07(17) 

 -133.61(17) 

  -99.58(16) 

  -38.54(16) 

    -95.9(2) 

 B5 B11 B12 B10 

B6 B11 B12 B9  

B7 B11 B12 B9  

B10 B11 B12 B9 

B5 B11 B12 B9  

B6 B11 B12 B8  

B7 B11 B12 B8  

B10 B11 B12 B8 

B5 B11 B12 B8  

B4 B10 B12 B7  

B5 B10 B12 B7  

B11 B10 B12 B7 

B9 B10 B12 B7  

B4 B10 B12 B11 

B5 B10 B12 B11 

B9 B10 B12 B11 

B4 B10 B12 B9  

B5 B10 B12 B9  

B11 B10 B12 B9 

B4 B10 B12 B8  

B5 B10 B12 B8  

B11 B10 B12 B8 

B9 B10 B12 B8  

B3 B9 B12 B7   

B8 B9 B12 B7   

B10 B9 B12 B7  

B4 B9 B12 B7   

B3 B9 B12 B11  

B8 B9 B12 B11  

B10 B9 B12 B11 

B4 B9 B12 B11  

B3 B9 B12 B10  

B8 B9 B12 B10  

B4 B9 B12 B10  

B3 B9 B12 B8   

B10 B9 B12 B8  

B4 B9 B12 B8   

C2 B8 B12 B7   

B3 B8 B12 B7   

B9 B8 B12 B7   

C2 B8 B12 B11  

B3 B8 B12 B11  

B9 B8 B12 B11  

B7 B8 B12 B11  

C2 B8 B12 B10  

B3 B8 B12 B10  

B9 B8 B12 B10  

B7 B8 B12 B10  

C2 B8 B12 B9   

-37.02(15) 

   -62.7(2) 

-100.34(19) 

  37.32(16) 

     0.3(2) 

     0.6(2) 

 -37.02(18) 

 100.64(19) 

    63.6(2) 

    63.5(2) 

     0.2(2) 

 -37.55(18) 

   101.1(2) 

 101.06(16) 

  37.76(15) 

 138.60(16) 

 -37.54(14) 

-100.84(16) 

-138.60(16) 

     0.2(2) 

   -63.1(2) 

-100.88(18) 

  37.73(17) 

    -0.1(3) 

  37.18(18) 

  -100.4(2) 

   -63.5(2) 

    63.0(2) 

 100.31(18) 

 -37.29(16) 

    -0.4(2) 

 100.29(17) 

 137.60(16) 

  36.92(14) 

 -37.31(17) 

-137.60(16) 

-100.68(18) 

 -39.79(17) 

-101.31(19) 

-138.42(18) 

    -3.0(2) 

   -64.5(2) 

-101.58(19) 

  36.84(17) 

    60.7(2) 

    -0.8(2) 

 -37.96(16) 

 100.46(19) 

  98.63(19) 
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C1 B6 B7 B12   

B11 B6 B7 B12  

B5 B6 B7 B12   

C2 B6 B7 B8    

C1 B6 B7 B8    

B11 B6 B7 B8   

B5 B6 B7 B8    

C1 B3 B8 C2    

B9 B3 B8 C2    

B4 B3 B8 C2    

C2 B3 B8 B9    

C1 B3 B8 B9    

B4 B3 B8 B9    

C2 B3 B8 B7    

C1 B3 B8 B7    

B9 B3 B8 B7    

B4 B3 B8 B7    

C2 B3 B8 B12   

C1 B3 B8 B12   

B9 B3 B8 B12   

B4 B3 B8 B12   

B11 B7 B8 C2   

B6 B7 B8 C2    

B12 B7 B8 C2   

C2 B7 B8 B3    

B11 B7 B8 B3   

B6 B7 B8 B3    

B12 B7 B8 B3   

C2 B7 B8 B9    

B11 B7 B8 B9   

B6 B7 B8 B9    

B12 B7 B8 B9   

C2 B7 B8 B12   

B11 B7 B8 B12  

B6 B7 B8 B12   

C2 B3 B9 B8    

C1 B3 B9 B8    

B4 B3 B9 B8    

C2 B3 B9 B12   

C1 B3 B9 B12   

B8 B3 B9 B12   

B4 B3 B9 B12   

C2 B3 B9 B10   

C1 B3 B9 B10   

B8 B3 B9 B10   

B4 B3 B9 B10   

C2 B3 B9 B4    

C1 B3 B9 B4    

B8 B3 B9 B4    

C2 B8 B9 B3    

B7 B8 B9 B3    

    -61.9(2) 

   37.68(17) 

     -0.9(2) 

  -32.33(16) 

      1.7(2) 

  101.28(18) 

     62.7(2) 

  -33.95(14) 

 -133.21(18) 

  -94.74(17) 

  133.21(18) 

   99.25(17) 

   38.47(16) 

   32.59(16) 

     -1.4(2) 

   -100.6(2) 

    -62.2(2) 

     95.9(2) 

     62.0(2) 

  -37.29(17) 

      1.2(2) 

   95.93(18) 

   32.60(16) 

  133.23(19) 

  -32.80(16) 

     63.1(2) 

     -0.2(2) 

    100.4(2) 

  -96.00(18) 

     -0.1(2) 

    -63.4(2) 

   37.23(16) 

 -133.23(19) 

  -37.30(17) 

   -100.6(2) 

  -39.76(17) 

  -98.84(18) 

 -137.38(18) 

     -2.4(2) 

    -61.5(2) 

   37.37(19) 

 -100.01(19) 

     60.8(2) 

      1.7(2) 

    100.6(2) 

  -36.80(16) 

   97.61(16) 

   38.54(14) 

  137.38(18) 

   40.16(16) 

  101.17(17) 

B3 B8 B12 B9   

B7 B8 B12 B9   

B4 B5 C1 C13   

B6 B5 C1 C13   

B10 B5 C1 C13  

B11 B5 C1 C13  

B4 B5 C1 C2    

B6 B5 C1 C2    

B10 B5 C1 C2   

B11 B5 C1 C2   

B6 B5 C1 B4    

B10 B5 C1 B4   

B11 B5 C1 B4   

B4 B5 C1 B6    

B10 B5 C1 B6   

B11 B5 C1 B6   

B4 B5 C1 B3    

B6 B5 C1 B3    

B10 B5 C1 B3   

B11 B5 C1 B3   

B5 B4 C1 C13   

B10 B4 C1 C13  

B3 B4 C1 C13   

B9 B4 C1 C13   

B5 B4 C1 C2    

B10 B4 C1 C2   

B3 B4 C1 C2    

B9 B4 C1 C2    

B10 B4 C1 B5   

B3 B4 C1 B5    

B9 B4 C1 B5    

B5 B4 C1 B6    

B10 B4 C1 B6   

B3 B4 C1 B6    

B9 B4 C1 B6    

B5 B4 C1 B3    

B10 B4 C1 B3   

B9 B4 C1 B3    

C2 B6 C1 C13   

B11 B6 C1 C13  

B7 B6 C1 C13   

B5 B6 C1 C13   

B11 B6 C1 C2   

B7 B6 C1 C2    

B5 B6 C1 C2    

C2 B6 C1 B5    

B11 B6 C1 B5   

B7 B6 C1 B5    

C2 B6 C1 B4    

B11 B6 C1 B4   

B7 B6 C1 B4    

  37.11(16) 

 138.42(18) 

   113.8(2) 

  -105.0(2) 

 153.44(17) 

-144.15(18) 

-102.52(16) 

  38.77(14) 

 -62.84(18) 

  -0.44(19) 

 141.28(16) 

  39.67(15) 

 102.08(16) 

-141.28(16) 

-101.61(17) 

 -39.20(15) 

 -36.71(16) 

 104.57(17) 

     3.0(2) 

  65.37(19) 

  -113.9(2) 

-153.76(17) 

   104.3(2) 

 143.46(18) 

 102.66(16) 

  62.83(19) 

 -39.13(15) 

   0.05(19) 

 -39.83(15) 

-141.79(16) 

-102.61(17) 

  36.97(16) 

    -2.9(2) 

-104.83(17) 

   -65.6(2) 

 141.79(16) 

 101.96(17) 

  39.18(15) 

-106.59(17) 

 156.15(18) 

-141.25(17) 

 115.90(18) 

 -97.26(18) 

 -34.66(15) 

-137.51(15) 

 137.51(15) 

  40.25(17) 

 102.85(17) 

 100.37(16) 

     3.1(2) 

    65.7(2) 
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B12 B8 B9 B3   

C2 B8 B9 B12   

B3 B8 B9 B12   

B7 B8 B9 B12   

C2 B8 B9 B10   

B3 B8 B9 B10   

B7 B8 B9 B10   

B12 B8 B9 B10  

C2 B8 B9 B4    

B3 B8 B9 B4    

B7 B8 B9 B4    

B12 B8 B9 B4   

C1 B4 B9 B3    

B5 B4 B9 B3    

B10 B4 B9 B3   

C1 B4 B9 B8    

B5 B4 B9 B8    

B10 B4 B9 B8   

B3 B4 B9 B8    

C1 B4 B9 B12   

B5 B4 B9 B12   

B10 B4 B9 B12  

B3 B4 B9 B12   

C1 B4 B9 B10   

B5 B4 B9 B10   

B3 B4 B9 B10   

C1 B4 B10 B5   

B3 B4 B10 B5   

B9 B4 B10 B5   

C1 B4 B10 B12  

B5 B4 B10 B12  

B3 B4 B10 B12  

B9 B4 B10 B12  

C1 B4 B10 B11  

B5 B4 B10 B11  

B3 B4 B10 B11  

B9 B4 B10 B11  

C1 B4 B10 B9   

B5 B4 B10 B9   

B3 B4 B10 B9   

C1 B5 B10 B4   

B6 B5 B10 B4   

B11 B5 B10 B4  

C1 B5 B10 B12  

B4 B5 B10 B12  

B6 B5 B10 B12  

B11 B5 B10 B12 

C1 B5 B10 B11  

B4 B5 B10 B11  

B6 B5 B10 B11  

C1 B5 B10 B9   

  138.30(18) 

    -98.1(2) 

 -138.30(18) 

  -37.13(16) 

    -60.4(2) 

 -100.59(17) 

      0.6(2) 

   37.71(16) 

      2.2(2) 

  -37.98(16) 

     63.2(2) 

  100.32(18) 

  -39.37(14) 

 -101.02(16) 

 -138.44(17) 

     -1.4(2) 

    -63.1(2) 

 -100.48(19) 

   37.96(17) 

   61.95(19) 

      0.3(2) 

  -37.12(15) 

  101.32(18) 

   99.07(15) 

   37.42(14) 

  138.44(17) 

   39.12(14) 

  101.61(16) 

  138.41(17) 

  -61.96(19) 

 -101.08(17) 

      0.5(2) 

   37.33(16) 

      1.4(2) 

  -37.67(17) 

     63.9(2) 

    100.7(2) 

  -99.30(16) 

 -138.41(17) 

  -36.80(15) 

  -39.08(14) 

 -101.53(16) 

 -138.24(18) 

     61.7(2) 

  100.79(18) 

     -0.7(2) 

  -37.45(17) 

   99.17(18) 

  138.24(18) 

   36.71(16) 

     -1.7(2) 

B5 B6 C1 B4    

C2 B6 C1 B3    

B11 B6 C1 B3   

B7 B6 C1 B3    

B5 B6 C1 B3    

C2 B3 C1 C13   

B9 B3 C1 C13   

B8 B3 C1 C13   

B4 B3 C1 C13   

B9 B3 C1 C2    

B8 B3 C1 C2    

B4 B3 C1 C2    

C2 B3 C1 B5    

B9 B3 C1 B5    

B8 B3 C1 B5    

B4 B3 C1 B5    

C2 B3 C1 B4    

B9 B3 C1 B4    

B8 B3 C1 B4    

C2 B3 C1 B6    

B9 B3 C1 B6    

B8 B3 C1 B6    

B4 B3 C1 B6    

C13 C1 C2 B8   

B5 C1 C2 B8    

B4 C1 C2 B8    

B6 C1 C2 B8    

B3 C1 C2 B8    

C13 C1 C2 B7   

B5 C1 C2 B7    

B4 C1 C2 B7    

B6 C1 C2 B7    

B3 C1 C2 B7    

C13 C1 C2 B6   

B5 C1 C2 B6    

B4 C1 C2 B6    

B3 C1 C2 B6    

C13 C1 C2 B3   

B5 C1 C2 B3    

B4 C1 C2 B3    

B6 C1 C2 B3    

B3 B8 C2 C1    

B9 B8 C2 C1    

B7 B8 C2 C1    

B12 B8 C2 C1   

B3 B8 C2 B7    

B9 B8 C2 B7    

B12 B8 C2 B7   

B3 B8 C2 B6    

B9 B8 C2 B6    

B7 B8 C2 B6    

 -37.14(15) 

  31.95(14) 

   -65.3(2) 

    -2.7(2) 

-105.56(16) 

 106.88(17) 

-155.87(17) 

 141.40(17) 

-116.06(18) 

  97.25(18) 

  34.53(15) 

 137.06(16) 

-100.27(17) 

    -3.0(2) 

   -65.7(2) 

  36.80(16) 

-137.06(16) 

 -39.81(15) 

-102.53(17) 

 -31.95(15) 

    65.3(2) 

     2.6(2) 

 105.11(16) 

-144.95(19) 

    68.3(2) 

     1.4(2) 

   107.7(2) 

 -38.38(18) 

 145.66(18) 

    -1.1(2) 

   -67.9(2) 

  38.29(16) 

-107.77(18) 

 107.36(18) 

 -39.36(14) 

-106.24(15) 

-146.06(15) 

-106.57(18) 

 106.71(15) 

  39.83(15) 

 146.06(15) 

  38.23(17) 

    -2.3(3) 

-104.93(19) 

   -64.4(2) 

 143.16(18) 

   102.7(2) 

  40.49(18) 

 107.22(19) 

    66.7(2) 

 -35.94(18) 
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B4 B5 B10 B9   

B6 B5 B10 B9   

B11 B5 B10 B9  

B3 B9 B10 B4   

B8 B9 B10 B4   

B12 B9 B10 B4  

B3 B9 B10 B5   

B8 B9 B10 B5   

B12 B9 B10 B5  

B4 B9 B10 B5   

B3 B9 B10 B12  

B8 B9 B10 B12  

B4 B9 B10 B12  

B3 B9 B10 B11  

B8 B9 B10 B11  

B12 B9 B10 B11 

B4 B9 B10 B11  

C2 B6 B11 B7   

C1 B6 B11 B7   

B5 B6 B11 B7   

C2 B6 B11 B12  

C1 B6 B11 B12  

B7 B6 B11 B12  

B5 B6 B11 B12  

C2 B6 B11 B10  

C1 B6 B11 B10  

B7 B6 B11 B10  

B5 B6 B11 B10  

C2 B6 B11 B5   

C1 B6 B11 B5   

B7 B6 B11 B5   

C2 B7 B11 B6   

B12 B7 B11 B6  

B8 B7 B11 B6   

C2 B7 B11 B12  

B6 B7 B11 B12  

B8 B7 B11 B12  

C2 B7 B11 B10  

B6 B7 B11 B10  

B12 B7 B11 B10 

B8 B7 B11 B10  

C2 B7 B11 B5   

B6 B7 B11 B5   

B12 B7 B11 B5  

B8 B7 B11 B5   

B4 B10 B11 B6  

B5 B10 B11 B6  

B12 B10 B11 B6 

B9 B10 B11 B6  

B4 B10 B11 B7  

B5 B10 B11 B7  

   37.38(16) 

    -64.1(2) 

 -100.86(19) 

   37.09(16) 

  100.38(17) 

  138.22(16) 

     -0.1(2) 

     63.2(2) 

  101.08(17) 

  -37.14(15) 

 -101.14(19) 

  -37.85(15) 

 -138.22(16) 

    -64.2(2) 

     -0.9(2) 

   36.97(15) 

 -101.25(16) 

   39.59(16) 

   98.82(19) 

  137.65(18) 

      2.0(2) 

     61.2(2) 

  -37.63(18) 

  100.02(18) 

    -61.2(2) 

     -2.0(2) 

   -100.8(2) 

   36.82(17) 

  -98.06(17) 

  -38.83(15) 

 -137.65(18) 

  -39.84(15) 

 -137.97(18) 

 -100.74(18) 

   98.12(19) 

  137.97(18) 

   37.23(16) 

     60.4(2) 

  100.27(18) 

  -37.70(16) 

     -0.5(2) 

     -2.2(2) 

   37.60(16) 

 -100.37(17) 

    -63.1(2) 

      0.4(3) 

  -36.94(17) 

    101.2(2) 

     64.2(2) 

    -63.0(2) 

 -100.34(17) 

B12 B8 C2 B6   

B9 B8 C2 B3    

B7 B8 C2 B3    

B12 B8 C2 B3   

B11 B7 C2 C1   

B6 B7 C2 C1    

B12 B7 C2 C1   

B8 B7 C2 C1    

B11 B7 C2 B8   

B6 B7 C2 B8    

B12 B7 C2 B8   

B11 B7 C2 B6   

B12 B7 C2 B6   

B8 B7 C2 B6    
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Figure S26. Molecular structure of 6 with thermal ellipsoids drawn at the 30% level. Hydrogen atoms 

are omitted for clarity. 


