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Table S1. Selected bond lengths [Å] and angles [°] for 1.a

Ca(1)-O(2) 2.281(3)Ca(1)-O(2W) 2.345(4)
Ca(1)-O(1W) 2.304(4)

O(2)-Ca(1)-O(2a) 180.0O(2)-Ca(1)-O(2W) 91.7(1)
O(2)-Ca(1)-O(1W)#1 89.5(1)O(1Wa)-Ca(1)-O(2W) 91.1(1)
O(2)-Ca(1)-O(1W) 90.5(1)O(1W)-Ca(1)-O(2W) 88.8(1)
O(2a)-Ca(1)-O(1W) 89.5(1)O(2)-Ca(1)-O(2Wa) 88.2(1)
O(1Wa)-Ca(1)-O(1W) 180.0O(2W)-Ca(1)-O(2Wa) 180.0(3)
a Symmetry codes: (a) -x,-y,-z.

Table S3 Selected bond lengths [Å] and angles [°] for 3.a

Ca(1)-O(2) 2.312(3)Ca(1)-O(21) 2.524(3)
Ca(1)-O(1W) 2.327(4)Ca(1)-N(31) 2.573(4)
Ca(1)-O(2W) 2.356(3)Ca(1)-Cl(1) 2.8168(15)

O(2)-Ca(1)-O(1W) 86.5(2)O(2W)-Ca(1)-O(21) 82.1(1)
O(2)-Ca(1)-O(2W) 89.7(1)O(21)#1-Ca(1)-O(21) 64.9(1)
O(1W)-Ca(1)-O(2W) 176.0(2)O(2)-Ca(1)-N(31) 164.9(1)
O(2)-Ca(1)-O(21)#1 78.7(1)O(1W)-Ca(1)-N(31) 85.7(2)
O(1W)-Ca(1)-O(21)#1 87.2(1)O(2W)-Ca(1)-N(31) 98.3(1)
O(2W)-Ca(1)-O(21)#1 90.7(1)O(21)#1-Ca(1)-N(31) 113.8(1)
O(2)-Ca(1)-O(21) 142.5(1)O(21)-Ca(1)-N(31) 52.0(1)
O(1W)-Ca(1)-O(21) 100.1(2)
a Symmetry codes: #1 #1 -x,-y,-z+1      

Table S2 Selected bond lengths [Å] and angles [°] for 2.a

Ca(1)-O(2)#1 2.323(3)Ca(1)-O(5P) 2.521(3)
Ca(1)-O(1W) 2.396(3)Ca(1)-O(2) 2.540(3)
Ca(1)-O(2W) 2.421(3)Ca(1)-N(3) 2.555(3)
Ca(1)-O(1P) 2.423(3)Ca(1)-O(6P) 2.722(4)

O(2)#1-Ca(1)-O(1W) 96.7(1)O(2)#1-Ca(1)-N(3) 122.3(1)
O(2)#1-Ca(1)-O(2W) 89.4(1)O(1W)-Ca(1)-N(3) 135.0(1)
O(1W)-Ca(1)-O(2W) 75.6(1)O(2W)-Ca(1)-N(3) 82.72(1)
O(2)#1-Ca(1)-O(1P) 156.4(1)O(1P)-Ca(1)-N(3) 74.5(1)
O(1W)-Ca(1)-O(1P) 76.8(1)O(5P)-Ca(1)-N(3) 84.7(1)
O(2W)-Ca(1)-O(1P) 110.3(1)O(2)-Ca(1)-N(3) 52.0(1)
O(2)#1-Ca(1)-O(5P) 85.4(1)O(2)#1-Ca(1)-O(6P) 75.9(1)
O(1W)-Ca(1)-O(5P) 123.1(1)O(1W)-Ca(1)-O(6P) 73.1(1)
O(2W)-Ca(1)-O(5P) 161.0(1)O(2W)-Ca(1)-O(6P) 143.4(1)
O(1P)-Ca(1)-O(5P) 79.7(1)O(1P)-Ca(1)-O(6P) 80.6(1)
O(2)#1-Ca(1)-O(2) 70.3(1)O(5P)-Ca(1)-O(6P) 52.2(1)
O(1W)-Ca(1)-O(2) 152.0(1)O(2)-Ca(1)-O(6P) 124.2(1)
O(2W)-Ca(1)-O(2) 79.4(1)N(3)-Ca(1)-O(6P) 133.4(1)
O(1P)-Ca(1)-O(2) 124.5(1)Ca(1)#1-O(2)-Ca(1) 109.6(1)
O(5P)-Ca(1)-O(2) 81.6(1)

a Symmetry codes: #1 -x,-y,-z    
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Table S4 Selected bond lengths [Å] and angles [°] for 4.

Ca(1)-O(3') 2.443(4) Ca(2)-O(7W) 2.413(5)
Ca(1)-O(3W) 2.445(4) Ca(2)-O(8W) 2.442(4)
Ca(1)-O(2') 2.446(4) Ca(2)-O(5W) 2.457(4)
Ca(1)-O(3'1) 2.454(4) Ca(2)-O(3'2) 2.458(4)
Ca(1)-O(4W) 2.456(4) Ca(2)-O(2'3) 2.464(5)
Ca(1)-O(1W) 2.464(4) Ca(2)-O(6W) 2.468(5)
Ca(1)-O(2W) 2.483(4) Ca(2)-O(3'3) 2.485(5)
Ca(1)-O(2'1) 2.531(4) Ca(2)-O(2'2) 2.496(4)

O(3')-Ca(1)-O(3W) 149.80(13)O(7W)-Ca(2)-O(5W) 73.15(14)
O(3')-Ca(1)-O(2') 64.85(13)O(8W)-Ca(2)-O(5W) 141.98(15)
O(3W)-Ca(1)-O(2') 144.87(13)O(7W)-Ca(2)-O(3'2) 148.12(16)
O(3')-Ca(1)-O(3'1) 90.39(14)O(8W)-Ca(2)-O(3'2) 72.59(16)
O(3W)-Ca(1)-O(3'1) 95.39(15)O(5W)-Ca(2)-O(3'2) 138.39(16)
O(2')-Ca(1)-O(3'1) 72.38(15)O(7W)-Ca(2)-O(2'3) 76.61(16)
O(3')-Ca(1)-O(4W) 86.80(13)O(8W)-Ca(2)-O(2'3) 73.42(14)
O(3W)-Ca(1)-O(4W) 103.86(13)O(5W)-Ca(2)-O(2'3) 120.23(15)
O(2')-Ca(1)-O(4W) 75.89(14)O(3'2)-Ca(2)-O(2'3) 86.22(16)
O(3'1)-Ca(1)-O(4W) 146.08(14)O(7W)-Ca(2)-O(6W) 93.16(18)
O(3')-Ca(1)-O(1W) 136.58(14)O(8W)-Ca(2)-O(6W) 82.68(15)
O(3W)-Ca(1)-O(1W) 73.55(13)O(5W)-Ca(2)-O(6W) 76.33(16)
O(2')-Ca(1)-O(1W) 71.79(13)O(3'2)-Ca(2)-O(6W) 91.65(19)
O(3'1)-Ca(1)-O(1W) 78.58(13)O(2'3)-Ca(2)-O(6W) 155.54(14)
O(4W)-Ca(1)-O(1W) 80.45(13)O(7W)-Ca(2)-O(3'3) 104.27(19)
O(3')-Ca(1)-O(2W) 78.24(15)O(8W)-Ca(2)-O(3'3) 134.03(17)
O(3W)-Ca(1)-O(2W) 77.38(14)O(5W)-Ca(2)-O(3'3) 76.65(15)
O(2')-Ca(1)-O(2W) 133.83(14)O(3'2)-Ca(2)-O(3'3) 90.90(19)
O(3'1)-Ca(1)-O(2W) 136.99(14)O(2'3)-Ca(2)-O(3'3) 62.68(16)
O(4W)-Ca(1)-O(2W) 75.28(13)O(6W)-Ca(2)-O(3'3) 141.77(17)
O(1W)-Ca(1)-O(2W) 136.01(15)O(7W)-Ca(2)-O(2'2) 147.29(15)
O(3')-Ca(1)-O(2'1) 78.33(13)O(8W)-Ca(2)-O(2'2) 131.36(15)
O(3W)-Ca(1)-O(2'1) 77.92(12)O(5W)-Ca(2)-O(2'2) 74.19(13)
O(2')-Ca(1)-O(2'1) 121.18(14)O(3'2)-Ca(2)-O(2'2) 64.29(15)
O(3'1)-Ca(1)-O(2'1) 63.36(12)O(2'3)-Ca(2)-O(2'2) 122.77(15)
O(4W)-Ca(1)-O(2'1) 147.70(12)O(6W)-Ca(2)-O(2'2) 77.32(15)
O(1W)-Ca(1)-O(2'1) 129.34(12)O(3'3)-Ca(2)-O(2'2) 69.62(17)
O(2W)-Ca(1)-O(2'1) 73.70(12)O(7W)-Ca(2)-O(8W) 76.81(15)

________________________________________________________________________________________________________________________
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Table S5 Selected bond lengths [Å] and angles [°] for 5.

Ca(1)-O(3W) 2.386(2) Ca(2)-O(6W) 2.416(2)
Ca(1)-O(1W) 2.409(2)Ca(2)-O(2'3) 2.4194(18)
Ca(1)-O(2'1) 2.4393(17)Ca(2)-O(7W) 2.421(2)
Ca(1)-O(2W) 2.443(2)Ca(2)-O(5W) 2.428(2)
Ca(1)-O(2') 2.4456(18)Ca(2)-O(2'2) 2.4373(18)
Ca(1)-O(4W) 2.462(2)Ca(2)-O(8W) 2.445(2)
Ca(1)-O(3') 2.5121(19)Ca(2)-O(3'2) 2.493(2)
Ca(1)-O(3'1) 2.5162(18)Ca(2)-O(3'3) 2.5780(19)

O(3W)-Ca(1)-O(1W) 89.40(9)O(6W)-Ca(2)-O(2'3) 80.95(7)
O(3W)-Ca(1)-O(2'1) 73.43(7)O(6W)-Ca(2)-O(7W) 86.75(8)
O(1W)-Ca(1)-O(2'1) 75.21(7)O(2'3)-Ca(2)-O(7W) 141.14(7)
O(3W)-Ca(1)-O(2W) 85.73(8)O(6W)-Ca(2)-O(5W) 154.75(8)
O(1W)-Ca(1)-O(2W) 72.14(7)O(2'3)-Ca(2)-O(5W) 75.63(8)
O(2'1)-Ca(1)-O(2W) 141.20(7)O(7W)-Ca(2)-O(5W) 105.69(9)
O(3W)-Ca(1)-O(2') 79.52(8)O(6W)-Ca(2)-O(2'2) 72.71(6)
O(1W)-Ca(1)-O(2') 140.69(7)O(2'3)-Ca(2)-O(2'2) 133.95(7)
O(2'1)-Ca(1)-O(2') 134.65(6)O(7W)-Ca(2)-O(2'2) 74.90(7)
O(2W)-Ca(1)-O(2') 69.52(6)O(5W)-Ca(2)-O(2'2) 131.30(8)
O(3W)-Ca(1)-O(4W) 152.99(7)O(6W)-Ca(2)-O(8W) 84.74(9)
O(1W)-Ca(1)-O(4W) 106.36(8)O(2'3)-Ca(2)-O(8W) 70.08(7)
O(2'1)-Ca(1)-O(4W) 131.20(7)O(7W)-Ca(2)-O(8W) 72.20(7)
O(2W)-Ca(1)-O(4W) 78.74(8)O(5W)-Ca(2)-O(8W) 78.57(10)
O(2')-Ca(1)-O(4W) 74.40(7)O(2'2)-Ca(2)-O(8W) 140.85(8)
O(3W)-Ca(1)-O(3') 83.20(8)O(6W)-Ca(2)-O(3'2) 136.02(7)
O(1W)-Ca(1)-O(3') 152.06(7)O(2'3)-Ca(2)-O(3'2) 131.36(8)
O(2'1)-Ca(1)-O(3') 76.85(6)O(7W)-Ca(2)-O(3'2) 81.35(9)
O(2W)-Ca(1)-O(3') 133.61(7)O(5W)-Ca(2)-O(3'2) 68.61(9)
O(2')-Ca(1)-O(3') 64.20(6)O(2'2)-Ca(2)-O(3'2) 63.32(6)
O(4W)-Ca(1)-O(3') 91.63(7)O(8W)-Ca(2)-O(3'2) 129.93(9)
O(3W)-Ca(1)-O(3'1) 136.98(7)O(6W)-Ca(2)-O(3'3) 81.12(7)
O(1W)-Ca(1)-O(3'1) 78.90(7)O(2'3)-Ca(2)-O(3'3) 63.14(6)
O(2'1)-Ca(1)-O(3'1) 63.57(6)O(7W)-Ca(2)-O(3'3) 150.44(7)
O(2W)-Ca(1)-O(3'1) 127.75(7)O(5W)-Ca(2)-O(3'3) 96.36(8)
O(2')-Ca(1)-O(3'1) 133.03(7)O(2'2)-Ca(2)-O(3'3) 75.77(6)
O(4W)-Ca(1)-O(3'1) 68.91(6)O(8W)-Ca(2)-O(3'3) 132.62(7)
O(3')-Ca(1)-O(3'1) 88.25(6)O(3'2)-Ca(2)-O(3'3) 88.85(8)

_______________________________________________________________________________________________________________________ 
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Table S6 Selected bond lengths [Å] and angles [°] for 6.

Ca(1)-O(21) 2.360(3)Ca(2)-O(3'1) 2.380(3)
Ca(1)-O(5W) 2.365(7)Ca(2)-O(11W) 2.401(3)
Ca(1)-O(1W) 2.398(3)Ca(2)-O(9W) 2.403(4)
Ca(1)-O(3') 2.429(2)Ca(2)-O(7W) 2.413(5)
Ca(1)-O(3W) 2.471(4)Ca(2)-O(8W) 2.433(4)
Ca(1)-O(4W) 2.517(6)Ca(2)-O(10W) 2.507(4)
Ca(1)-O(2W) 2.536(5)Ca(2)-O(2'1) 2.519(3)
Ca(1)-O(2') 2.563(2)Ca(2)-O(6W) 2.606(7)

O(21)-Ca(1)-O(5W) 87.40(16)O(3'1)-Ca(2)-O(11W) 148.01(12)
O(21)-Ca(1)-O(1W) 95.15(10)O(3'1)-Ca(2)-O(9W) 121.84(15)
O(5W)-Ca(1)-O(1W) 160.2(4)O(11W)-Ca(2)-O(9W) 82.40(14)
O(21)-Ca(1)-O(3') 152.56(11)O(3'1)-Ca(2)-O(7W) 81.58(19)
O(5W)-Ca(1)-O(3') 106.2(2)O(11W)-Ca(2)-O(7W) 102.47(18)
O(1W)-Ca(1)-O(3') 80.09(10)O(9W)-Ca(2)-O(7W) 124.4(2)
O(21)-Ca(1)-O(3W) 73.42(12)O(3'1)-Ca(2)-O(8W) 77.91(12)
O(5W)-Ca(1)-O(3W) 81.9(4)O(11W)-Ca(2)-O(8W) 87.77(14)
O(1W)-Ca(1)-O(3W) 80.01(13)O(9W)-Ca(2)-O(8W) 79.35(18)
O(3')-Ca(1)-O(3W) 131.14(10)O(7W)-Ca(2)-O(8W) 154.85(19)
O(21)-Ca(1)-O(4W) 89.80(17)O(3'1)-Ca(2)-O(10W) 71.83(11)
O(5W)-Ca(1)-O(4W) 64.3(4)O(11W)-Ca(2)-O(10W) 78.00(13)
O(1W)-Ca(1)-O(4W) 135.17(17)O(9W)-Ca(2)-O(10W) 153.40(15)
O(3')-Ca(1)-O(4W) 75.64(17)O(7W)-Ca(2)-O(10W) 77.81(17)
O(3W)-Ca(1)-O(4W) 143.10(19)O(8W)-Ca(2)-O(10W) 82.07(17)
O(21)-Ca(1)-O(2W) 81.78(13)O(3'1)-Ca(2)-O(2'1) 64.53(8)
O(5W)-Ca(1)-O(2W) 125.2(4)O(11W)-Ca(2)-O(2'1) 147.20(12)
O(1W)-Ca(1)-O(2W) 74.52(17)O(9W)-Ca(2)-O(2'1) 68.71(12)
O(3')-Ca(1)-O(2W) 70.88(11)O(7W)-Ca(2)-O(2'1) 82.57(14)
O(3W)-Ca(1)-O(2W) 142.43(17)O(8W)-Ca(2)-O(2'1) 101.29(15)
O(4W)-Ca(1)-O(2W) 62.1(2)O(10W)-Ca(2)-O(2'1) 134.17(11)
O(21)-Ca(1)-O(2') 143.08(10)O(3'1)-Ca(2)-O(6W) 131.03(15)
O(5W)-Ca(1)-O(2') 83.9(2)O(11W)-Ca(2)-O(6W) 75.06(16)
O(1W)-Ca(1)-O(2') 82.31(9)O(9W)-Ca(2)-O(6W) 67.8(2)
O(3')-Ca(1)-O(2') 63.54(8)O(7W)-Ca(2)-O(6W) 60.7(2)
O(3W)-Ca(1)-O(2') 69.86(10)O(8W)-Ca(2)-O(6W) 144.38(19)
O(4W)-Ca(1)-O(2') 117.82(17)O(10W)-Ca(2)-O(6W) 122.9(2)
O(2W)-Ca(1)-O(2') 131.59(11)O(2'1)-Ca(2)-O(6W) 79.71(15)

________________________________________________________________________________________________________________________
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Table S7.  Hydrogen bonds for 1  [Å and °]. a 
_______________________________________________________

D-H...A d(H...A) d(D...A) <(DHA)
_______________________________________________________
 O(1W)-H(1W1)...O(21)#2 1.870(14) 2.807(5) 170(4)
 O(1W)-H(1W2)...N(31)#3 1.879(19) 2.789(5) 159(4)
 O(2W)-H(2W1)...O(21)#3 1.92(3) 2.775(5) 149(5)
 O(2W)-H(2W2)...O(3W) 1.80(4) 2.646(7) 147(6)
 N(1)-H(1)...O(2W)#1 2.38 3.170(6) 152.1
 N(4)-H(4A)...O(21) 2.15 3.008(7) 172.1
 N(4)-H(4B)...O(4P1)#4 2.19 3.02(2) 163.0
 N(11)-H(11)...N(3) 1.96 2.823(6) 177.1
 N(41)-H(41A)...O(3P1)#5 2.28 2.934(16) 133.3
 N(41)-H(41B)...O(2P1) 2.09 2.942(17) 169.2
 N(41)-H(41B)...O(2P) 2.32 3.136(12) 157.8

a Symmetry transformations used to generate equivalent atoms:
#1 -x,-y,-z    #2  x,y+1,z    #3 -x+1,-y-1,-z    #4 x,y,z-1   #5 -x+1,-y-2,-
z+1      
_______________________________________________
 

Table S8 Hydrogen bonds in 2a [Å and °]. a

D-H...A d(H...A) d(D...A) <(DHA) 

 O(1W)-H(1W1)...O(7P)#2 2.06(3) 2.895(5) 145(5)
 O(1W)-H(1W2)...O(6P)#3 2.50(3) 3.383(5) 155(5)
 O(2W)-H(2W1)...O(8P)#1 2.18(4) 3.033(5) 148(5)
 O(2W)-H(2W2)...O(5P)#2 2.16(2) 3.108(5) 171(6)
 N(1)-H(1)...O(2P)#4 2.16 2.969(5) 157.2
 N(4)-H(4A)...O(1P) 2.23 3.000(5) 149.1
 N(4)-H(4B)...O(4P)#5 2.39 3.118(6) 142.3

a Symmetry codes: #1 -x,-y,-z    #2 x-1,y,z    #3 -x,-y,-z+1    #4 x,y,z-1      

#5 -x+1,-y+1,-z      

Table S9 Hydrogen bonds in 3a [Å and °]. a

D-H...A d(H...A) d(D...A) <(DHA) 

 O(1W)-H(1W1)...Cl(2)#2 2.214(19) 3.155(4) 170(6)
 O(1W)-H(1W2)...Cl(2) 2.145(14) 3.098(4) 178(7)
 O(2W)-H(2W1)...Cl(2)#1 2.24(2) 3.165(4) 165(5)
 O(2W)-H(2W2)...Cl(1)#3 2.258(18) 3.193(4) 168(5)
 N(1)-H(1)...Cl(1) 2.63 3.427(4) 153.9
 N(4)-H(4A)...Cl(1)#4 2.77 3.601(5) 162.2
 N(11)-H(11)...O(2)#1 2.09 2.855(5) 148.2
 N(11)-H(11)...N(3)#1 2.40 3.179(5) 151.4
 N(41)-H(41A)...Cl(1) 2.66 3.472(5) 158.5
 N(41)-H(41B)...Cl(2)#5 2.51 3.346(4) 164.8

a Symmetry codes: #1 -x,-y,-z+1    #2 -x,-y,-z    #3 -x,-y+1,-z+1      

#4 x-1,y,z    #5 x+1,y,z.
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Table S10.  Hydrogen bonds for  5  [Å and °]. a
________________________________________________________ 
D-H...A d(H...A) d(D...A) <(DHA)
_______________________________________________________ 
 O(1W)-H(1W1)...Cl(1)#3 2.39(3) 3.177(2) 140(4)
 O(1W)-H(1W2)...O(9W)1.902(16) 2.821(3) 164(4)
 O(2W)-H(2W1)...Cl(1)#32.288(13) 3.229(2) 167(4)
 O(2W)-H(2W2)...O(22)#11.94(2) 2.826(3) 152(3)
 O(3W)-H(3W2)...O(23)#41.832(15) 2.757(3) 164(4)
 O(4W)-H(4W1)...O(2) 1.867(19) 2.768(3) 155(3)
 O(4W)-H(4W2)...Cl(2) 2.50(2) 3.384(2) 154(3)
 O(3')-H(3A)...O(21) 1.854(11) 2.809(3) 178(4)
 O(5')-H(5'A)...O(10W) 1.90 2.706(4) 168.6
 N(4)-H(4A)...Cl(1)#5 2.59 3.393(3) 155.8
 N(4)-H(4B)...Cl(3)#6 2.30 3.152(3) 169.4
 O(2')-H(2A)...N(32)#1 1.829(14) 2.768(3) 167(4)
 O(3'1)-H(31A)...O(12W)1.835(18) 2.749(3) 159(4)
 O(5'1)-H(5'1)...O(10W)#7 1.98 2.736(4) 152.4
 N(41)-H(41B)...Cl(3)#8 2.41 3.233(3) 159.7
 O(2'1)-H(21A)...N(33)#41.758(13) 2.709(3) 170(4)
 O(5W)-H(5W1)...O(23) 1.92(3) 2.784(3) 149(4)
 O(5W)-H(5W2)...O(15W)2.162(15) 3.120(10) 175(5)
 O(6W)-H(6W1)...Cl(2)#2 2.38(2) 3.242(2) 149(3)
 O(6W)-H(6W2)...O(2)#21.817(16) 2.743(3) 163(4)
 O(7W)-H(7W1)...Cl(1)#92.362(14) 3.306(2) 169(3)
 O(7W)-H(7W2)...O(11W)#102.02(3) 2.843(4) 144(4)
 O(8W)-H(8W1)...O(21)#92.03(3) 2.885(3) 148(4)
 O(8W)-H(8W2)...O(11W)#102.07(2) 2.943(4) 152(4)
 O(3'2)-H(32A)...O(13W)1.842(15) 2.788(6) 168(4)
 O(5'2)-H(5'2)...Cl(2) 2.50 3.306(4) 168.5
 N(42)-H(42B)...Cl(4)#11 2.51 3.319(3) 158.0
 O(2'2)-H(22A)...N(3)#2 1.800(16) 2.734(3) 163(4)
 O(3'3)-H(33A)...O(22) 1.913(16) 2.837(3) 163(4)
 O(5'3)-H(5'3)...O(12W)#2 1.97 2.781(4) 172.7
 N(43)-H(43A)...O(9W)#9 2.09 2.933(4) 166.7
 N(43)-H(43B)...O(5'2)#7 2.05 2.892(4) 164.8
 O(2'3)-H(23A)...N(31)#91.845(17) 2.762(3) 162(4)
 O(9W)-H(9W1)...O(6W)#122.08(2) 2.980(3) 157(4)
 O(9W)-H(9W2)...Cl(4) 2.18(2) 3.088(3) 159(4)
 O(10W)-H(101)...Cl(1) 2.268(19) 3.219(3) 168(7)
 O(11W)-H(111)...O(14W)2.24(3) 3.132(11) 153(5)
 O(11W)-H(112)...Cl(4) 2.168(19) 3.126(4) 168(6)
________________________________________________________ 
Symmetry transformations used to generate equivalent atoms: 
#1 x+1,y,z    #2 x-1,y,z    #3 x+1,y+1,z+1    #4 x,y,z-1      
#5 x+1,y,z+1    #6 x,y-1,z-1    #7 x,y+1,z+1    #8 x-1,y,z-1      
#9 x,y,z+1    #10 x-1,y-1,z    #11 x-1,y-1,z-1      
#12 x+1,y+1,z      

Table S11.  Hydrogen bonds for 6  [Å and °]. a
______________________________________________________
D-H...A d(H...A) d(D...A) <(DHA)
______________________________________________________
O(2')-H(2A)...O(1P)#1 1.75(2) 2.629(3) 152(3)
O(3')-H(3A)...O(3P)#2 1.73(2) 2.609(2) 151(4)
O(3'1)-H(31A)...O(5P)#3 1.77(3) 2.577(3) 140(4)
N(4)-H(4A)...O(6P)#4 2.10 2.943(3) 167.0
N(4)-H(4B)...O(15W)#5 2.05 2.892(4) 167.6
N(41)-H(41B)...O(12W)#6 2.08 2.917(3) 163.0
N(41)-H(41A)...O(1P)#7 2.07 2.899(3) 162.2
______________________________________________________
Symmetry transformations used to generate equivalent atoms:
#1 -x,y-1/2,-z+1    #2 -x,y+1/2,-z+1    #3 -x+1,y-1/2,-z
#4 x,y,z+1    #5 -x+1,y-1/2,-z+1    #6 -x+1,y+1/2,-z+1
#7 x+1,y,z


