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2. HPLC traces and data 
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3. X-ray crystallographic structures and data 
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  Table 1.  Crystal data and structure refinement for d12115. 

Identification code  d12115 

Empirical formula  C18 H17 I O3 

Formula weight  408.22 

Temperature  147(2) K 

Wavelength  0.71073 Å 

Crystal system  Orthorhombic 

Space group  P c a 21 

Unit cell dimensions a = 14.2621(4) Å α= 90°. 

 b = 16.5312(6) Å β= 90°. 

 c = 6.6380(2) Å γ = 90°. 

Volume 1565.04(9) Å3 

Z 4 

Density (calculated) 1.733 Mg/m3 

Absorption coefficient 2.056 mm-1 

F(000) 808 

Crystal size 0.16 x 0.14 x 0.04 mm3 

Theta range for data collection 1.23 to 30.57°. 

Index ranges -18<=h<=20, -23<=k<=23, -8<=l<=9 

Reflections collected 17169 

Independent reflections 4630 [R(int) = 0.0388] 

Completeness to theta = 30.57° 99.1 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.7461 and 0.7011 

Refinement method Full-matrix least-squares on F2 

Data / restraints / parameters 4630 / 1 / 200 

Goodness-of-fit on F2 1.014 

Final R indices [I>2sigma(I)] R1 = 0.0252, wR2 = 0.0473 

R indices (all data) R1 = 0.0355, wR2 = 0.0505 

Absolute structure parameter -0.013(16) 

Largest diff. peak and hole 0.422 and -0.417 e.Å-3 
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 Table 2.  Atomic coordinates  ( x 104) and equivalent  isotropic displacement parameters (Å2x 103) 

for d12115.  U(eq) is defined as one third of  the trace of the orthogonalized Uij tensor. 

________________________________________________________________________________  

 x y z U(eq) 

________________________________________________________________________________   

I(1) -1560(1) 8103(1) 7539(1) 24(1) 

O(1) 1408(1) 7771(1) 11138(3) 19(1) 

O(2) 1173(1) 4002(1) 10531(3) 30(1) 

O(3) 1923(1) 4452(1) 7645(5) 37(1) 

C(1) 1390(2) 7362(2) 9228(4) 16(1) 

C(2) 596(2) 7741(1) 7905(3) 14(1) 

C(3) 819(1) 8652(1) 7721(5) 14(1) 

C(4) 522(2) 9105(2) 6052(4) 19(1) 

C(5) 747(2) 9920(2) 5878(4) 22(1) 

C(6) 1272(2) 10296(1) 7355(7) 24(1) 

C(7) 1576(2) 9856(2) 9011(4) 20(1) 

C(8) 1350(2) 9032(2) 9197(4) 17(1) 

C(9) 1755(2) 8577(2) 10959(4) 20(1) 

C(10) 602(2) 7330(2) 5849(4) 19(1) 

C(11) -339(2) 7597(2) 8998(4) 18(1) 

C(12) 1298(2) 6463(2) 9654(4) 16(1) 

C(13) 839(2) 6188(2) 11362(4) 20(1) 

C(14) 766(2) 5362(2) 11820(4) 23(1) 

C(15) 1167(2) 4836(2) 10464(4) 21(1) 

C(16) 1775(2) 3761(2) 8916(5) 33(1) 

C(17) 1619(2) 5104(2) 8767(4) 23(1) 

C(18) 1710(2) 5910(2) 8302(4) 20(1) 

________________________________________________________________________________ 
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 Table 3.   Bond lengths [Å] and angles [°] for  d12115. 

_____________________________________________________  

I(1)-C(11)  2.160(2) 

O(1)-C(9)  1.426(3) 

O(1)-C(1)  1.437(3) 

O(2)-C(15)  1.379(3) 

O(2)-C(16)  1.431(4) 

O(3)-C(17)  1.380(3) 

O(3)-C(16)  1.436(4) 

C(1)-C(12)  1.518(3) 

C(1)-C(2)  1.565(3) 

C(1)-H(1A)  1.0000 

C(2)-C(10)  1.525(3) 

C(2)-C(11)  1.536(3) 

C(2)-C(3)  1.545(3) 

C(3)-C(8)  1.389(4) 

C(3)-C(4)  1.402(4) 

C(4)-C(5)  1.389(3) 

C(4)-H(4A)  0.9500 

C(5)-C(6)  1.382(5) 

C(5)-H(5A)  0.9500 

C(6)-C(7)  1.387(5) 

C(6)-H(6A)  0.9500 

C(7)-C(8)  1.405(4) 

C(7)-H(7A)  0.9500 

C(8)-C(9)  1.506(4) 

C(9)-H(9A)  0.9900 

C(9)-H(9B)  0.9900 

C(10)-H(10A)  0.9800 

C(10)-H(10B)  0.9800 

C(10)-H(10C)  0.9800 

C(11)-H(11A)  0.9900 

C(11)-H(11B)  0.9900 

C(12)-C(13)  1.386(3) 

C(12)-C(18)  1.410(3) 

C(13)-C(14)  1.403(4) 
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C(13)-H(13A)  0.9500 

C(14)-C(15)  1.377(4) 

C(14)-H(14A)  0.9500 

C(15)-C(17)  1.372(4) 

C(16)-H(16A)  0.9900 

C(16)-H(16B)  0.9900 

C(17)-C(18)  1.374(4) 

C(18)-H(18A)  0.9500 

 

C(9)-O(1)-C(1) 111.84(18) 

C(15)-O(2)-C(16) 105.0(2) 

C(17)-O(3)-C(16) 105.0(3) 

O(1)-C(1)-C(12) 107.30(19) 

O(1)-C(1)-C(2) 108.59(19) 

C(12)-C(1)-C(2) 115.70(19) 

O(1)-C(1)-H(1A) 108.3 

C(12)-C(1)-H(1A) 108.3 

C(2)-C(1)-H(1A) 108.3 

C(10)-C(2)-C(11) 111.0(2) 

C(10)-C(2)-C(3) 111.3(2) 

C(11)-C(2)-C(3) 111.55(19) 

C(10)-C(2)-C(1) 108.60(19) 

C(11)-C(2)-C(1) 107.57(18) 

C(3)-C(2)-C(1) 106.60(18) 

C(8)-C(3)-C(4) 118.7(2) 

C(8)-C(3)-C(2) 119.8(2) 

C(4)-C(3)-C(2) 121.4(2) 

C(5)-C(4)-C(3) 120.9(2) 

C(5)-C(4)-H(4A) 119.5 

C(3)-C(4)-H(4A) 119.5 

C(6)-C(5)-C(4) 120.1(3) 

C(6)-C(5)-H(5A) 119.9 

C(4)-C(5)-H(5A) 119.9 

C(5)-C(6)-C(7) 119.8(2) 

C(5)-C(6)-H(6A) 120.1 

C(7)-C(6)-H(6A) 120.1 
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C(6)-C(7)-C(8) 120.4(2) 

C(6)-C(7)-H(7A) 119.8 

C(8)-C(7)-H(7A) 119.8 

C(3)-C(8)-C(7) 120.1(2) 

C(3)-C(8)-C(9) 122.1(2) 

C(7)-C(8)-C(9) 117.7(2) 

O(1)-C(9)-C(8) 113.5(2) 

O(1)-C(9)-H(9A) 108.9 

C(8)-C(9)-H(9A) 108.9 

O(1)-C(9)-H(9B) 108.9 

C(8)-C(9)-H(9B) 108.9 

H(9A)-C(9)-H(9B) 107.7 

C(2)-C(10)-H(10A) 109.5 

C(2)-C(10)-H(10B) 109.5 

H(10A)-C(10)-H(10B) 109.5 

C(2)-C(10)-H(10C) 109.5 

H(10A)-C(10)-H(10C) 109.5 

H(10B)-C(10)-H(10C) 109.5 

C(2)-C(11)-I(1) 115.32(15) 

C(2)-C(11)-H(11A) 108.4 

I(1)-C(11)-H(11A) 108.4 

C(2)-C(11)-H(11B) 108.4 

I(1)-C(11)-H(11B) 108.4 

H(11A)-C(11)-H(11B) 107.5 

C(13)-C(12)-C(18) 120.3(2) 

C(13)-C(12)-C(1) 121.0(2) 

C(18)-C(12)-C(1) 118.7(2) 

C(12)-C(13)-C(14) 122.1(2) 

C(12)-C(13)-H(13A) 118.9 

C(14)-C(13)-H(13A) 118.9 

C(15)-C(14)-C(13) 116.3(2) 

C(15)-C(14)-H(14A) 121.9 

C(13)-C(14)-H(14A) 121.9 

C(17)-C(15)-C(14) 121.9(2) 

C(17)-C(15)-O(2) 110.3(2) 

C(14)-C(15)-O(2) 127.8(2) 
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O(2)-C(16)-O(3) 107.9(2) 

O(2)-C(16)-H(16A) 110.1 

O(3)-C(16)-H(16A) 110.1 

O(2)-C(16)-H(16B) 110.1 

O(3)-C(16)-H(16B) 110.1 

H(16A)-C(16)-H(16B) 108.4 

C(15)-C(17)-C(18) 122.8(2) 

C(15)-C(17)-O(3) 109.8(2) 

C(18)-C(17)-O(3) 127.4(3) 

C(17)-C(18)-C(12) 116.6(2) 

C(17)-C(18)-H(18A) 121.7 

C(12)-C(18)-H(18A) 121.7 

_____________________________________________________________  

Symmetry transformations used to generate equivalent atoms:  
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 Table 4.   Anisotropic displacement parameters  (Å2x 103) for d12115.  The anisotropic 

displacement factor exponent takes the form:  -2π2[ h2 a*2U11 + ...  + 2 h k a* b* U12 ] 

______________________________________________________________________________  

 U11 U22  U33 U23 U13 U12 

______________________________________________________________________________  

I(1) 13(1)  21(1) 38(1)  5(1) -3(1)  0(1) 

O(1) 24(1)  19(1) 14(1)  -1(1) -4(1)  -2(1) 

O(2) 30(1)  16(1) 46(1)  3(1) 9(1)  -1(1) 

O(3) 46(1)  19(1) 47(1)  -3(2) 22(2)  4(1) 

C(1) 18(1)  18(1) 13(1)  -3(1) 1(1)  1(1) 

C(2) 13(1)  16(1) 14(2)  -2(1) -2(1)  -1(1) 

C(3) 12(1)  15(1) 17(1)  3(1) 1(1)  1(1) 

C(4) 14(1)  20(1) 22(1)  0(1) -2(1)  0(1) 

C(5) 17(1)  19(1) 29(1)  7(1) 1(1)  1(1) 

C(6) 18(1)  15(1) 39(2)  3(2) 1(2)  -3(1) 

C(7) 15(1)  20(1) 26(1)  -5(1) 1(1)  -2(1) 

C(8) 14(1)  18(1) 18(1)  -4(1) 2(1)  3(1) 

C(9) 24(1)  19(1) 18(1)  -2(1) -3(1)  -2(1) 

C(10) 22(1)  19(1) 15(1)  -1(1) 2(1)  0(1) 

C(11) 14(1)  19(1) 21(1)  4(1) 1(1)  2(1) 

C(12) 14(1)  16(1) 19(1)  1(1) 0(1)  2(1) 

C(13) 21(1)  19(1) 18(1)  0(1) 3(1)  3(1) 

C(14) 24(1)  25(1) 20(1)  4(1) 5(1)  -1(1) 

C(15) 18(1)  16(1) 28(1)  4(1) -1(1)  -1(1) 

C(16) 38(2)  19(1) 44(2)  -2(1) 3(2)  2(1) 

C(17) 21(1)  19(1) 29(1)  -3(1) 5(1)  4(1) 

C(18) 20(1)  20(1) 22(1)  2(1) 7(1)  4(1) 

______________________________________________________________________________ 
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 Table 5.   Hydrogen coordinates ( x 104) and isotropic  displacement parameters (Å2x 10 3) 

for d12115. 

________________________________________________________________________________  

 x  y  z  U(eq) 

________________________________________________________________________________  

  

H(1A) 2004 7457 8539 19 

H(4A) 163 8851 5027 22 

H(5A) 539 10219 4740 26 

H(6A) 1425 10853 7237 29 

H(7A) 1938 10114 10026 24 

H(9A) 2445 8558 10818 24 

H(9B) 1609 8876 12213 24 

H(10A) 107 7561 5004 28 

H(10B) 492 6748 6018 28 

H(10C) 1212 7415 5202 28 

H(11A) -293 7829 10370 21 

H(11B) -433 7007 9144 21 

H(13A) 565 6572 12252 23 

H(14A) 456 5177 13000 28 

H(16A) 1482 3317 8137 40 

H(16B) 2381 3565 9456 40 

H(18A) 2033 6085 7130 25 

________________________________________________________________________________ 
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 Table 6.  Torsion angles [°] for d12115. 

________________________________________________________________  

C(9)-O(1)-C(1)-C(12) 163.36(19) 

C(9)-O(1)-C(1)-C(2) -70.9(2) 

O(1)-C(1)-C(2)-C(10) 177.81(19) 

C(12)-C(1)-C(2)-C(10) -61.5(3) 

O(1)-C(1)-C(2)-C(11) -61.9(2) 

C(12)-C(1)-C(2)-C(11) 58.7(2) 

O(1)-C(1)-C(2)-C(3) 57.8(2) 

C(12)-C(1)-C(2)-C(3) 178.5(2) 

C(10)-C(2)-C(3)-C(8) -143.4(2) 

C(11)-C(2)-C(3)-C(8) 92.0(3) 

C(1)-C(2)-C(3)-C(8) -25.2(3) 

C(10)-C(2)-C(3)-C(4) 34.4(3) 

C(11)-C(2)-C(3)-C(4) -90.2(3) 

C(1)-C(2)-C(3)-C(4) 152.7(2) 

C(8)-C(3)-C(4)-C(5) -0.5(4) 

C(2)-C(3)-C(4)-C(5) -178.4(2) 

C(3)-C(4)-C(5)-C(6) 0.2(4) 

C(4)-C(5)-C(6)-C(7) 0.1(4) 

C(5)-C(6)-C(7)-C(8) -0.1(4) 

C(4)-C(3)-C(8)-C(7) 0.5(4) 

C(2)-C(3)-C(8)-C(7) 178.4(2) 

C(4)-C(3)-C(8)-C(9) -175.6(2) 

C(2)-C(3)-C(8)-C(9) 2.3(4) 

C(6)-C(7)-C(8)-C(3) -0.2(4) 

C(6)-C(7)-C(8)-C(9) 176.0(2) 

C(1)-O(1)-C(9)-C(8) 44.7(3) 

C(3)-C(8)-C(9)-O(1) -10.2(3) 

C(7)-C(8)-C(9)-O(1) 173.7(2) 

C(10)-C(2)-C(11)-I(1) -63.4(2) 

C(3)-C(2)-C(11)-I(1) 61.3(2) 

C(1)-C(2)-C(11)-I(1) 177.85(15) 

O(1)-C(1)-C(12)-C(13) 29.5(3) 

C(2)-C(1)-C(12)-C(13) -91.8(3) 

O(1)-C(1)-C(12)-C(18) -148.9(2) 
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C(2)-C(1)-C(12)-C(18) 89.7(3) 

C(18)-C(12)-C(13)-C(14) 0.1(4) 

C(1)-C(12)-C(13)-C(14) -178.3(2) 

C(12)-C(13)-C(14)-C(15) -0.7(4) 

C(13)-C(14)-C(15)-C(17) 0.4(4) 

C(13)-C(14)-C(15)-O(2) -178.2(3) 

C(16)-O(2)-C(15)-C(17) 8.1(3) 

C(16)-O(2)-C(15)-C(14) -173.2(3) 

C(15)-O(2)-C(16)-O(3) -14.0(3) 

C(17)-O(3)-C(16)-O(2) 14.6(3) 

C(14)-C(15)-C(17)-C(18) 0.4(4) 

O(2)-C(15)-C(17)-C(18) 179.2(2) 

C(14)-C(15)-C(17)-O(3) -177.8(3) 

O(2)-C(15)-C(17)-O(3) 1.0(3) 

C(16)-O(3)-C(17)-C(15) -9.7(3) 

C(16)-O(3)-C(17)-C(18) 172.2(3) 

C(15)-C(17)-C(18)-C(12) -0.9(4) 

O(3)-C(17)-C(18)-C(12) 177.0(3) 

C(13)-C(12)-C(18)-C(17) 0.6(4) 

C(1)-C(12)-C(18)-C(17) 179.1(2) 

________________________________________________________________  

Symmetry transformations used to generate equivalent atoms:  
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  Table 1.  Crystal data and structure refinement for d12196. 

Identification code  d12196 

Empirical formula  C20 H17 Cl I N O 

Formula weight  449.70 

Temperature  147(2) K 

Wavelength  0.71073 Å 

Crystal system  Triclinic 

Space group  P -1 

Unit cell dimensions a = 9.3159(14) Å α= 91.746(3)°. 

 b = 11.7847(18) Å β= 99.673(4)°. 

 c = 15.718(2) Å γ = 90.051(4)°. 

Volume 1700.2(4) Å3 

Z 4 

Density (calculated) 1.757 Mg/m3 

Absorption coefficient 2.047 mm-1 

F(000) 888 

Crystal size 0.25 x 0.14 x 0.13 mm3 

Theta range for data collection 1.31 to 27.68°. 

Index ranges -12<=h<=11, -15<=k<=15, -20<=l<=20 

Reflections collected 24722 

Independent reflections 7601 [R(int) = 0.0305] 

Completeness to theta = 25.00° 98.7 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.7455 and 0.6247 

Refinement method Full-matrix least-squares on F2 

Data / restraints / parameters 7601 / 0 / 435 

Goodness-of-fit on F2 1.074 

Final R indices [I>2sigma(I)] R1 = 0.0445, wR2 = 0.1161 

R indices (all data) R1 = 0.0546, wR2 = 0.1188 

Largest diff. peak and hole 2.791 and -1.118 e.Å-3 
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 Table 2.  Atomic coordinates  ( x 104) and equivalent  isotropic displacement parameters (Å2x 103) 

for d12196.  U(eq) is defined as one third of  the trace of the orthogonalized Uij tensor. 

________________________________________________________________________________  

 x y z U(eq) 

________________________________________________________________________________   

I(1B) 6805(1) 6073(1) 5344(1) 22(1) 

Cl(1B) 3329(2) 11234(1) 3324(1) 29(1) 

O(1B) 4281(4) 6674(3) 1915(2) 18(1) 

N(1B) 2598(4) 8077(4) 922(3) 23(1) 

C(1B) 4941(5) 5819(4) 2497(3) 19(1) 

C(2B) 6299(5) 6300(4) 3062(3) 16(1) 

C(3B) 5969(5) 7326(4) 3607(3) 15(1) 

C(4B) 4834(5) 8068(4) 3077(3) 14(1) 

C(5B) 4554(5) 9174(4) 3389(3) 16(1) 

C(6B) 3653(5) 9898(4) 2894(3) 19(1) 

C(7B) 2997(5) 9593(4) 2040(3) 20(1) 

C(8B) 2158(5) 10333(5) 1460(4) 25(1) 

C(9B) 1657(6) 9937(5) 640(4) 33(1) 

C(10B) 1861(6) 8813(5) 408(4) 32(1) 

C(11B) 3210(5) 8475(4) 1734(3) 19(1) 

C(12B) 4131(5) 7713(4) 2271(3) 16(1) 

C(13B) 5322(5) 6980(4) 4397(3) 17(1) 

C(14B) 7381(5) 8016(4) 3895(3) 20(1) 

C(15B) 5210(6) 4812(4) 1946(3) 20(1) 

C(16B) 6208(9) 4860(6) 1386(5) 50(2) 

C(17B) 6440(9) 3935(6) 873(5) 56(2) 

C(18B) 5696(6) 2942(5) 913(3) 28(1) 

C(19B) 4744(6) 2867(5) 1483(4) 32(1) 

C(20B) 4496(6) 3792(5) 1997(4) 26(1) 

I(1A) 1616(1) 8997(1) 4618(1) 22(1) 

Cl(1A) -697(1) 3730(1) 6492(1) 27(1) 

O(1A) 864(4) 8282(3) 7998(2) 16(1) 

N(1A) -424(5) 6849(4) 8883(3) 25(1) 

C(1A) 1238(5) 9164(4) 7440(3) 16(1) 

C(2A) 2327(5) 8697(4) 6904(3) 18(1) 

C(3A) 1734(5) 7688(4) 6320(3) 15(1) 
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C(4A) 889(5) 6910(4) 6828(3) 14(1) 

C(5A) 476(5) 5806(4) 6494(3) 16(1) 

C(6A) -189(5) 5069(4) 6946(3) 18(1) 

C(7A) -507(5) 5363(4) 7768(3) 16(1) 

C(8A) -1160(5) 4623(5) 8275(4) 26(1) 

C(9A) -1422(6) 5006(5) 9052(4) 33(1) 

C(10A) -1042(6) 6119(5) 9330(4) 33(1) 

C(11A) -132(5) 6466(4) 8103(3) 17(1) 

C(12A) 553(5) 7248(4) 7612(3) 15(1) 

C(13A) 651(5) 8046(4) 5535(3) 17(1) 

C(14A) 3024(5) 7037(4) 6046(3) 19(1) 

C(15A) 1806(5) 10158(4) 8024(3) 16(1) 

C(16A) 3149(6) 10115(5) 8556(3) 25(1) 

C(17A) 3675(6) 11036(5) 9078(3) 26(1) 

C(18A) 2867(6) 11990(5) 9092(3) 29(1) 

C(19A) 1539(6) 12052(5) 8571(4) 29(1) 

C(20A) 1005(6) 11131(5) 8041(3) 23(1) 

________________________________________________________________________________ 
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 Table 3.   Bond lengths [Å] and angles [°] for  d12196. 

_____________________________________________________  

I(1B)-C(13B)  2.163(5) 

Cl(1B)-C(6B)  1.741(5) 

O(1B)-C(12B)  1.348(6) 

O(1B)-C(1B)  1.449(6) 

N(1B)-C(10B)  1.317(7) 

N(1B)-C(11B)  1.375(6) 

C(1B)-C(15B)  1.494(7) 

C(1B)-C(2B)  1.517(6) 

C(1B)-H(1BA)  1.0000 

C(2B)-C(3B)  1.521(6) 

C(2B)-H(2BA)  0.9900 

C(2B)-H(2BB)  0.9900 

C(3B)-C(4B)  1.525(6) 

C(3B)-C(13B)  1.534(6) 

C(3B)-C(14B)  1.540(6) 

C(4B)-C(12B)  1.377(7) 

C(4B)-C(5B)  1.419(6) 

C(5B)-C(6B)  1.364(7) 

C(5B)-H(5BA)  0.9500 

C(6B)-C(7B)  1.414(7) 

C(7B)-C(11B)  1.414(7) 

C(7B)-C(8B)  1.419(7) 

C(8B)-C(9B)  1.363(8) 

C(8B)-H(8BA)  0.9500 

C(9B)-C(10B)  1.384(9) 

C(9B)-H(9BA)  0.9500 

C(10B)-H(10A)  0.9500 

C(11B)-C(12B)  1.435(7) 

C(13B)-H(13A)  0.9900 

C(13B)-H(13B)  0.9900 

C(14B)-H(14A)  0.9800 

C(14B)-H(14B)  0.9800 

C(14B)-H(14C)  0.9800 

C(15B)-C(20B)  1.384(7) 
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C(15B)-C(16B)  1.386(8) 

C(16B)-C(17B)  1.375(9) 

C(16B)-H(16A)  0.9500 

C(17B)-C(18B)  1.368(9) 

C(17B)-H(17A)  0.9500 

C(18B)-C(19B)  1.367(8) 

C(18B)-H(18A)  0.9500 

C(19B)-C(20B)  1.380(8) 

C(19B)-H(19A)  0.9500 

C(20B)-H(20A)  0.9500 

I(1A)-C(13A)  2.162(4) 

Cl(1A)-C(6A)  1.743(5) 

O(1A)-C(12A)  1.354(6) 

O(1A)-C(1A)  1.459(5) 

N(1A)-C(10A)  1.318(7) 

N(1A)-C(11A)  1.363(6) 

C(1A)-C(15A)  1.505(6) 

C(1A)-C(2A)  1.517(7) 

C(1A)-H(1AA)  1.0000 

C(2A)-C(3A)  1.525(6) 

C(2A)-H(2AA)  0.9900 

C(2A)-H(2AB)  0.9900 

C(3A)-C(13A)  1.527(6) 

C(3A)-C(4A)  1.534(6) 

C(3A)-C(14A)  1.541(7) 

C(4A)-C(12A)  1.368(7) 

C(4A)-C(5A)  1.416(6) 

C(5A)-C(6A)  1.352(6) 

C(5A)-H(5AA)  0.9500 

C(6A)-C(7A)  1.407(7) 

C(7A)-C(8A)  1.404(7) 

C(7A)-C(11A)  1.409(7) 

C(8A)-C(9A)  1.350(8) 

C(8A)-H(8AA)  0.9500 

C(9A)-C(10A)  1.396(9) 

C(9A)-H(9AA)  0.9500 
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C(10A)-H(10B)  0.9500 

C(11A)-C(12A)  1.435(6) 

C(13A)-H(13C)  0.9900 

C(13A)-H(13D)  0.9900 

C(14A)-H(14D)  0.9800 

C(14A)-H(14E)  0.9800 

C(14A)-H(14F)  0.9800 

C(15A)-C(20A)  1.371(7) 

C(15A)-C(16A)  1.386(7) 

C(16A)-C(17A)  1.378(7) 

C(16A)-H(16B)  0.9500 

C(17A)-C(18A)  1.355(8) 

C(17A)-H(17B)  0.9500 

C(18A)-C(19A)  1.368(8) 

C(18A)-H(18B)  0.9500 

C(19A)-C(20A)  1.387(7) 

C(19A)-H(19B)  0.9500 

C(20A)-H(20B)  0.9500 

 

C(12B)-O(1B)-C(1B) 116.2(4) 

C(10B)-N(1B)-C(11B) 116.7(5) 

O(1B)-C(1B)-C(15B) 106.5(4) 

O(1B)-C(1B)-C(2B) 109.9(4) 

C(15B)-C(1B)-C(2B) 114.2(4) 

O(1B)-C(1B)-H(1BA) 108.7 

C(15B)-C(1B)-H(1BA) 108.7 

C(2B)-C(1B)-H(1BA) 108.7 

C(1B)-C(2B)-C(3B) 112.2(4) 

C(1B)-C(2B)-H(2BA) 109.2 

C(3B)-C(2B)-H(2BA) 109.2 

C(1B)-C(2B)-H(2BB) 109.2 

C(3B)-C(2B)-H(2BB) 109.2 

H(2BA)-C(2B)-H(2BB) 107.9 

C(2B)-C(3B)-C(4B) 109.9(4) 

C(2B)-C(3B)-C(13B) 111.9(4) 

C(4B)-C(3B)-C(13B) 106.4(4) 
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C(2B)-C(3B)-C(14B) 108.9(4) 

C(4B)-C(3B)-C(14B) 109.5(4) 

C(13B)-C(3B)-C(14B) 110.2(4) 

C(12B)-C(4B)-C(5B) 118.8(4) 

C(12B)-C(4B)-C(3B) 121.2(4) 

C(5B)-C(4B)-C(3B) 119.9(4) 

C(6B)-C(5B)-C(4B) 121.2(5) 

C(6B)-C(5B)-H(5BA) 119.4 

C(4B)-C(5B)-H(5BA) 119.4 

C(5B)-C(6B)-C(7B) 121.5(5) 

C(5B)-C(6B)-Cl(1B) 118.9(4) 

C(7B)-C(6B)-Cl(1B) 119.6(4) 

C(11B)-C(7B)-C(6B) 117.8(4) 

C(11B)-C(7B)-C(8B) 117.4(5) 

C(6B)-C(7B)-C(8B) 124.7(5) 

C(9B)-C(8B)-C(7B) 118.2(5) 

C(9B)-C(8B)-H(8BA) 120.9 

C(7B)-C(8B)-H(8BA) 120.9 

C(8B)-C(9B)-C(10B) 120.4(5) 

C(8B)-C(9B)-H(9BA) 119.8 

C(10B)-C(9B)-H(9BA) 119.8 

N(1B)-C(10B)-C(9B) 124.2(5) 

N(1B)-C(10B)-H(10A) 117.9 

C(9B)-C(10B)-H(10A) 117.9 

N(1B)-C(11B)-C(7B) 122.9(5) 

N(1B)-C(11B)-C(12B) 117.3(5) 

C(7B)-C(11B)-C(12B) 119.9(4) 

O(1B)-C(12B)-C(4B) 124.2(4) 

O(1B)-C(12B)-C(11B) 115.2(4) 

C(4B)-C(12B)-C(11B) 120.5(4) 

C(3B)-C(13B)-I(1B) 114.5(3) 

C(3B)-C(13B)-H(13A) 108.6 

I(1B)-C(13B)-H(13A) 108.6 

C(3B)-C(13B)-H(13B) 108.6 

I(1B)-C(13B)-H(13B) 108.6 

H(13A)-C(13B)-H(13B) 107.6 
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C(3B)-C(14B)-H(14A) 109.5 

C(3B)-C(14B)-H(14B) 109.5 

H(14A)-C(14B)-H(14B) 109.5 

C(3B)-C(14B)-H(14C) 109.5 

H(14A)-C(14B)-H(14C) 109.5 

H(14B)-C(14B)-H(14C) 109.5 

C(20B)-C(15B)-C(16B) 118.0(5) 

C(20B)-C(15B)-C(1B) 120.9(5) 

C(16B)-C(15B)-C(1B) 121.2(5) 

C(17B)-C(16B)-C(15B) 120.9(6) 

C(17B)-C(16B)-H(16A) 119.5 

C(15B)-C(16B)-H(16A) 119.5 

C(18B)-C(17B)-C(16B) 120.4(6) 

C(18B)-C(17B)-H(17A) 119.8 

C(16B)-C(17B)-H(17A) 119.8 

C(17B)-C(18B)-C(19B) 119.4(6) 

C(17B)-C(18B)-H(18A) 120.3 

C(19B)-C(18B)-H(18A) 120.3 

C(18B)-C(19B)-C(20B) 120.6(5) 

C(18B)-C(19B)-H(19A) 119.7 

C(20B)-C(19B)-H(19A) 119.7 

C(19B)-C(20B)-C(15B) 120.6(5) 

C(19B)-C(20B)-H(20A) 119.7 

C(15B)-C(20B)-H(20A) 119.7 

C(12A)-O(1A)-C(1A) 115.7(3) 

C(10A)-N(1A)-C(11A) 116.5(5) 

O(1A)-C(1A)-C(15A) 106.5(4) 

O(1A)-C(1A)-C(2A) 109.3(4) 

C(15A)-C(1A)-C(2A) 113.7(4) 

O(1A)-C(1A)-H(1AA) 109.1 

C(15A)-C(1A)-H(1AA) 109.1 

C(2A)-C(1A)-H(1AA) 109.1 

C(1A)-C(2A)-C(3A) 112.9(4) 

C(1A)-C(2A)-H(2AA) 109.0 

C(3A)-C(2A)-H(2AA) 109.0 

C(1A)-C(2A)-H(2AB) 109.0 
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C(3A)-C(2A)-H(2AB) 109.0 

H(2AA)-C(2A)-H(2AB) 107.8 

C(2A)-C(3A)-C(13A) 112.3(4) 

C(2A)-C(3A)-C(4A) 108.6(4) 

C(13A)-C(3A)-C(4A) 106.1(3) 

C(2A)-C(3A)-C(14A) 108.7(4) 

C(13A)-C(3A)-C(14A) 111.2(4) 

C(4A)-C(3A)-C(14A) 109.7(4) 

C(12A)-C(4A)-C(5A) 119.0(4) 

C(12A)-C(4A)-C(3A) 121.4(4) 

C(5A)-C(4A)-C(3A) 119.6(4) 

C(6A)-C(5A)-C(4A) 121.5(4) 

C(6A)-C(5A)-H(5AA) 119.3 

C(4A)-C(5A)-H(5AA) 119.3 

C(5A)-C(6A)-C(7A) 121.6(4) 

C(5A)-C(6A)-Cl(1A) 119.3(4) 

C(7A)-C(6A)-Cl(1A) 119.0(4) 

C(8A)-C(7A)-C(6A) 124.1(5) 

C(8A)-C(7A)-C(11A) 118.2(4) 

C(6A)-C(7A)-C(11A) 117.7(4) 

C(9A)-C(8A)-C(7A) 118.6(5) 

C(9A)-C(8A)-H(8AA) 120.7 

C(7A)-C(8A)-H(8AA) 120.7 

C(8A)-C(9A)-C(10A) 119.6(5) 

C(8A)-C(9A)-H(9AA) 120.2 

C(10A)-C(9A)-H(9AA) 120.2 

N(1A)-C(10A)-C(9A) 124.5(5) 

N(1A)-C(10A)-H(10B) 117.8 

C(9A)-C(10A)-H(10B) 117.8 

N(1A)-C(11A)-C(7A) 122.5(4) 

N(1A)-C(11A)-C(12A) 117.2(4) 

C(7A)-C(11A)-C(12A) 120.2(4) 

O(1A)-C(12A)-C(4A) 125.0(4) 

O(1A)-C(12A)-C(11A) 115.0(4) 

C(4A)-C(12A)-C(11A) 120.0(4) 

C(3A)-C(13A)-I(1A) 114.1(3) 
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C(3A)-C(13A)-H(13C) 108.7 

I(1A)-C(13A)-H(13C) 108.7 

C(3A)-C(13A)-H(13D) 108.7 

I(1A)-C(13A)-H(13D) 108.7 

H(13C)-C(13A)-H(13D) 107.6 

C(3A)-C(14A)-H(14D) 109.5 

C(3A)-C(14A)-H(14E) 109.5 

H(14D)-C(14A)-H(14E) 109.5 

C(3A)-C(14A)-H(14F) 109.5 

H(14D)-C(14A)-H(14F) 109.5 

H(14E)-C(14A)-H(14F) 109.5 

C(20A)-C(15A)-C(16A) 118.3(5) 

C(20A)-C(15A)-C(1A) 120.7(4) 

C(16A)-C(15A)-C(1A) 121.0(5) 

C(17A)-C(16A)-C(15A) 120.7(5) 

C(17A)-C(16A)-H(16B) 119.7 

C(15A)-C(16A)-H(16B) 119.7 

C(18A)-C(17A)-C(16A) 120.4(5) 

C(18A)-C(17A)-H(17B) 119.8 

C(16A)-C(17A)-H(17B) 119.8 

C(17A)-C(18A)-C(19A) 119.9(5) 

C(17A)-C(18A)-H(18B) 120.1 

C(19A)-C(18A)-H(18B) 120.1 

C(18A)-C(19A)-C(20A) 120.1(5) 

C(18A)-C(19A)-H(19B) 120.0 

C(20A)-C(19A)-H(19B) 120.0 

C(15A)-C(20A)-C(19A) 120.6(5) 

C(15A)-C(20A)-H(20B) 119.7 

C(19A)-C(20A)-H(20B) 119.7 

_____________________________________________________________  

Symmetry transformations used to generate equivalent atoms:  
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 Table 4.   Anisotropic displacement parameters  (Å2x 103) for d12196.  The anisotropic 

displacement factor exponent takes the form:  -2π2[ h2 a*2U11 + ...  + 2 h k a* b* U12 ] 

______________________________________________________________________________  

 U11 U22  U33 U23 U13 U12 

______________________________________________________________________________  

I(1B) 27(1)  18(1) 20(1)  3(1) 2(1)  3(1) 

Cl(1B) 36(1)  11(1) 40(1)  -2(1) 11(1)  5(1) 

O(1B) 23(2)  12(2) 20(2)  1(1) 1(1)  -2(1) 

N(1B) 18(2)  26(2) 23(2)  5(2) -5(2)  -2(2) 

C(1B) 23(2)  10(2) 23(2)  2(2) 6(2)  0(2) 

C(2B) 13(2)  14(2) 22(2)  -4(2) 8(2)  1(2) 

C(3B) 17(2)  11(2) 16(2)  -1(2) 3(2)  -2(2) 

C(4B) 14(2)  12(2) 19(2)  4(2) 6(2)  1(2) 

C(5B) 20(2)  10(2) 20(2)  0(2) 8(2)  -2(2) 

C(6B) 19(2)  9(2) 31(3)  3(2) 9(2)  0(2) 

C(7B) 13(2)  17(3) 30(3)  10(2) 5(2)  1(2) 

C(8B) 16(2)  17(3) 42(3)  11(2) 0(2)  -1(2) 

C(9B) 26(3)  32(3) 37(3)  16(3) -8(2)  -3(2) 

C(10B) 26(3)  34(3) 33(3)  7(3) -6(2)  -4(2) 

C(11B) 17(2)  18(2) 23(2)  3(2) 4(2)  -5(2) 

C(12B) 14(2)  11(2) 22(2)  3(2) 6(2)  -2(2) 

C(13B) 16(2)  17(2) 19(2)  2(2) 4(2)  1(2) 

C(14B) 18(2)  20(3) 23(2)  4(2) 2(2)  -4(2) 

C(15B) 30(3)  15(2) 16(2)  0(2) 4(2)  -1(2) 

C(16B) 87(5)  23(3) 52(4)  -6(3) 46(4)  -9(3) 

C(17B) 90(6)  33(4) 57(5)  2(3) 47(4)  1(4) 

C(18B) 39(3)  21(3) 23(3)  -9(2) -1(2)  8(2) 

C(19B) 30(3)  18(3) 47(4)  -6(3) 3(3)  -4(2) 

C(20B) 26(3)  20(3) 32(3)  -2(2) 8(2)  -5(2) 

I(1A) 30(1)  18(1) 19(1)  3(1) 7(1)  -3(1) 

Cl(1A) 32(1)  12(1) 37(1)  -4(1) 6(1)  -7(1) 

O(1A) 27(2)  8(2) 16(2)  -1(1) 10(1)  -4(1) 

N(1A) 31(2)  23(2) 24(2)  -1(2) 11(2)  -2(2) 

C(1A) 23(2)  9(2) 19(2)  0(2) 6(2)  -3(2) 

C(2A) 21(2)  16(2) 17(2)  -2(2) 5(2)  -6(2) 

C(3A) 18(2)  11(2) 16(2)  -2(2) 5(2)  -2(2) 
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C(4A) 14(2)  12(2) 17(2)  3(2) 2(2)  0(2) 

C(5A) 17(2)  14(2) 15(2)  -2(2) 1(2)  -1(2) 

C(6A) 16(2)  11(2) 24(2)  -2(2) -2(2)  1(2) 

C(7A) 14(2)  11(2) 22(2)  3(2) 1(2)  3(2) 

C(8A) 21(2)  19(3) 37(3)  8(2) 3(2)  -1(2) 

C(9A) 32(3)  34(3) 37(3)  12(3) 17(2)  -4(2) 

C(10A) 38(3)  42(4) 25(3)  6(3) 20(2)  -4(3) 

C(11A) 15(2)  17(2) 19(2)  6(2) 6(2)  0(2) 

C(12A) 14(2)  12(2) 18(2)  2(2) 3(2)  -1(2) 

C(13A) 20(2)  14(2) 19(2)  0(2) 7(2)  -5(2) 

C(14A) 19(2)  21(3) 19(2)  1(2) 7(2)  1(2) 

C(15A) 24(2)  12(2) 16(2)  -3(2) 10(2)  -8(2) 

C(16A) 29(3)  17(3) 29(3)  -4(2) 4(2)  2(2) 

C(17A) 27(3)  24(3) 24(3)  -4(2) 0(2)  -6(2) 

C(18A) 44(3)  21(3) 22(3)  -7(2) 7(2)  -12(2) 

C(19A) 41(3)  13(3) 32(3)  -7(2) 6(2)  4(2) 

C(20A) 26(3)  22(3) 21(3)  -3(2) 4(2)  3(2) 

______________________________________________________________________________ 
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 Table 5.   Hydrogen coordinates ( x 104) and isotropic  displacement parameters (Å2x 10 3) 

for d12196. 

________________________________________________________________________________  

 x  y  z  U(eq) 

________________________________________________________________________________  

  

H(1BA) 4231 5598 2875 22 

H(2BA) 7007 6522 2692 19 

H(2BB) 6753 5704 3448 19 

H(5BA) 5003 9415 3954 20 

H(8BA) 1952 11084 1638 30 

H(9BA) 1163 10434 226 40 

H(10A) 1444 8557 -159 38 

H(13A) 4453 6497 4198 21 

H(13B) 4994 7673 4679 21 

H(14A) 7644 8400 3398 30 

H(14B) 8168 7504 4129 30 

H(14C) 7230 8582 4340 30 

H(16A) 6739 5542 1355 60 

H(17A) 7121 3986 488 67 

H(18A) 5840 2310 547 34 

H(19A) 4249 2172 1526 39 

H(20A) 3829 3729 2389 31 

H(1AA) 337 9397 7045 20 

H(2AA) 3214 8462 7296 21 

H(2AB) 2608 9307 6544 21 

H(5AA) 671 5579 5940 19 

H(8AA) -1413 3868 8076 31 

H(9AA) -1861 4521 9408 39 

H(10B) -1243 6367 9878 40 

H(13C) -116 8513 5737 21 

H(13D) 176 7357 5237 21 

H(14D) 3565 6656 6545 29 

H(14E) 3670 7570 5825 29 

H(14F) 2657 6469 5592 29 

H(16B) 3715 9444 8561 30 
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H(17B) 4608 11001 9429 31 

H(18B) 3224 12615 9464 35 

H(19B) 981 12726 8571 34 

H(20B) 75 11175 7686 28 

________________________________________________________________________________ 
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 Table 6.  Torsion angles [°] for d12196. 

________________________________________________________________  

C(12B)-O(1B)-C(1B)-C(15B) -171.2(4) 

C(12B)-O(1B)-C(1B)-C(2B) -47.0(5) 

O(1B)-C(1B)-C(2B)-C(3B) 60.1(5) 

C(15B)-C(1B)-C(2B)-C(3B) 179.7(4) 

C(1B)-C(2B)-C(3B)-C(4B) -39.5(5) 

C(1B)-C(2B)-C(3B)-C(13B) 78.4(5) 

C(1B)-C(2B)-C(3B)-C(14B) -159.5(4) 

C(2B)-C(3B)-C(4B)-C(12B) 7.9(6) 

C(13B)-C(3B)-C(4B)-C(12B) -113.5(5) 

C(14B)-C(3B)-C(4B)-C(12B) 127.5(4) 

C(2B)-C(3B)-C(4B)-C(5B) -168.1(4) 

C(13B)-C(3B)-C(4B)-C(5B) 70.5(5) 

C(14B)-C(3B)-C(4B)-C(5B) -48.5(5) 

C(12B)-C(4B)-C(5B)-C(6B) -2.6(6) 

C(3B)-C(4B)-C(5B)-C(6B) 173.5(4) 

C(4B)-C(5B)-C(6B)-C(7B) -2.1(7) 

C(4B)-C(5B)-C(6B)-Cl(1B) 178.8(3) 

C(5B)-C(6B)-C(7B)-C(11B) 5.0(7) 

Cl(1B)-C(6B)-C(7B)-C(11B) -176.0(3) 

C(5B)-C(6B)-C(7B)-C(8B) -173.9(4) 

Cl(1B)-C(6B)-C(7B)-C(8B) 5.1(7) 

C(11B)-C(7B)-C(8B)-C(9B) -2.3(7) 

C(6B)-C(7B)-C(8B)-C(9B) 176.7(5) 

C(7B)-C(8B)-C(9B)-C(10B) 5.3(8) 

C(11B)-N(1B)-C(10B)-C(9B) -1.0(8) 

C(8B)-C(9B)-C(10B)-N(1B) -3.8(9) 

C(10B)-N(1B)-C(11B)-C(7B) 4.2(7) 

C(10B)-N(1B)-C(11B)-C(12B) -174.2(4) 

C(6B)-C(7B)-C(11B)-N(1B) 178.5(4) 

C(8B)-C(7B)-C(11B)-N(1B) -2.5(7) 

C(6B)-C(7B)-C(11B)-C(12B) -3.3(6) 

C(8B)-C(7B)-C(11B)-C(12B) 175.8(4) 

C(1B)-O(1B)-C(12B)-C(4B) 15.0(6) 

C(1B)-O(1B)-C(12B)-C(11B) -167.4(4) 
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C(5B)-C(4B)-C(12B)-O(1B) -178.3(4) 

C(3B)-C(4B)-C(12B)-O(1B) 5.6(7) 

C(5B)-C(4B)-C(12B)-C(11B) 4.2(6) 

C(3B)-C(4B)-C(12B)-C(11B) -171.8(4) 

N(1B)-C(11B)-C(12B)-O(1B) -0.6(6) 

C(7B)-C(11B)-C(12B)-O(1B) -179.0(4) 

N(1B)-C(11B)-C(12B)-C(4B) 177.1(4) 

C(7B)-C(11B)-C(12B)-C(4B) -1.3(7) 

C(2B)-C(3B)-C(13B)-I(1B) 66.6(4) 

C(4B)-C(3B)-C(13B)-I(1B) -173.4(3) 

C(14B)-C(3B)-C(13B)-I(1B) -54.7(5) 

O(1B)-C(1B)-C(15B)-C(20B) -115.6(5) 

C(2B)-C(1B)-C(15B)-C(20B) 122.9(5) 

O(1B)-C(1B)-C(15B)-C(16B) 66.2(7) 

C(2B)-C(1B)-C(15B)-C(16B) -55.3(7) 

C(20B)-C(15B)-C(16B)-C(17B) 2.4(11) 

C(1B)-C(15B)-C(16B)-C(17B) -179.3(7) 

C(15B)-C(16B)-C(17B)-C(18B) -0.6(13) 

C(16B)-C(17B)-C(18B)-C(19B) -1.6(11) 

C(17B)-C(18B)-C(19B)-C(20B) 2.0(9) 

C(18B)-C(19B)-C(20B)-C(15B) -0.2(9) 

C(16B)-C(15B)-C(20B)-C(19B) -2.0(9) 

C(1B)-C(15B)-C(20B)-C(19B) 179.7(5) 

C(12A)-O(1A)-C(1A)-C(15A) -169.7(4) 

C(12A)-O(1A)-C(1A)-C(2A) -46.5(5) 

O(1A)-C(1A)-C(2A)-C(3A) 61.0(5) 

C(15A)-C(1A)-C(2A)-C(3A) 179.7(4) 

C(1A)-C(2A)-C(3A)-C(13A) 75.2(5) 

C(1A)-C(2A)-C(3A)-C(4A) -41.8(5) 

C(1A)-C(2A)-C(3A)-C(14A) -161.2(4) 

C(2A)-C(3A)-C(4A)-C(12A) 10.9(6) 

C(13A)-C(3A)-C(4A)-C(12A) -110.1(5) 

C(14A)-C(3A)-C(4A)-C(12A) 129.6(5) 

C(2A)-C(3A)-C(4A)-C(5A) -167.5(4) 

C(13A)-C(3A)-C(4A)-C(5A) 71.5(5) 

C(14A)-C(3A)-C(4A)-C(5A) -48.8(5) 
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C(12A)-C(4A)-C(5A)-C(6A) -2.6(7) 

C(3A)-C(4A)-C(5A)-C(6A) 175.8(4) 

C(4A)-C(5A)-C(6A)-C(7A) 0.2(7) 

C(4A)-C(5A)-C(6A)-Cl(1A) 179.0(4) 

C(5A)-C(6A)-C(7A)-C(8A) -178.3(5) 

Cl(1A)-C(6A)-C(7A)-C(8A) 3.0(7) 

C(5A)-C(6A)-C(7A)-C(11A) 1.1(7) 

Cl(1A)-C(6A)-C(7A)-C(11A) -177.6(3) 

C(6A)-C(7A)-C(8A)-C(9A) -179.5(5) 

C(11A)-C(7A)-C(8A)-C(9A) 1.1(7) 

C(7A)-C(8A)-C(9A)-C(10A) 0.1(8) 

C(11A)-N(1A)-C(10A)-C(9A) -0.8(9) 

C(8A)-C(9A)-C(10A)-N(1A) -0.3(10) 

C(10A)-N(1A)-C(11A)-C(7A) 2.1(7) 

C(10A)-N(1A)-C(11A)-C(12A) -179.4(5) 

C(8A)-C(7A)-C(11A)-N(1A) -2.3(7) 

C(6A)-C(7A)-C(11A)-N(1A) 178.3(4) 

C(8A)-C(7A)-C(11A)-C(12A) 179.3(4) 

C(6A)-C(7A)-C(11A)-C(12A) -0.1(7) 

C(1A)-O(1A)-C(12A)-C(4A) 16.2(6) 

C(1A)-O(1A)-C(12A)-C(11A) -166.2(4) 

C(5A)-C(4A)-C(12A)-O(1A) -179.0(4) 

C(3A)-C(4A)-C(12A)-O(1A) 2.6(7) 

C(5A)-C(4A)-C(12A)-C(11A) 3.5(7) 

C(3A)-C(4A)-C(12A)-C(11A) -174.9(4) 

N(1A)-C(11A)-C(12A)-O(1A) 1.5(6) 

C(7A)-C(11A)-C(12A)-O(1A) -180.0(4) 

N(1A)-C(11A)-C(12A)-C(4A) 179.2(4) 

C(7A)-C(11A)-C(12A)-C(4A) -2.2(7) 

C(2A)-C(3A)-C(13A)-I(1A) 68.2(4) 

C(4A)-C(3A)-C(13A)-I(1A) -173.2(3) 

C(14A)-C(3A)-C(13A)-I(1A) -53.9(5) 

O(1A)-C(1A)-C(15A)-C(20A) -109.1(5) 

C(2A)-C(1A)-C(15A)-C(20A) 130.6(5) 

O(1A)-C(1A)-C(15A)-C(16A) 71.1(5) 

C(2A)-C(1A)-C(15A)-C(16A) -49.3(6) 
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C(20A)-C(15A)-C(16A)-C(17A) -1.1(7) 

C(1A)-C(15A)-C(16A)-C(17A) 178.8(5) 

C(15A)-C(16A)-C(17A)-C(18A) 1.5(8) 

C(16A)-C(17A)-C(18A)-C(19A) -1.6(8) 

C(17A)-C(18A)-C(19A)-C(20A) 1.3(8) 

C(16A)-C(15A)-C(20A)-C(19A) 0.8(7) 

C(1A)-C(15A)-C(20A)-C(19A) -179.1(5) 

C(18A)-C(19A)-C(20A)-C(15A) -0.9(8) 

________________________________________________________________  

Symmetry transformations used to generate equivalent atoms:  

  

 
 

 


