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Table S1  

a R1= Σ||Fo| - |Fc||/|Fo|, 
b wR2 = [Σw(Fo

2 - Fc
2)2/Σw(Fo

2)2]1/2, where w = 1/[2(Fo
2) + (aP)2 + bP]. P = (Fo

2 + 2Fc
2)/3. 

 1 2 

Chemical formula C27H25N3O14Dy2 C27H29N3O16Dy2 

M 940.50 976.53 

Crystal system Orthorhombic Monoclinic 

Space group Pbca C2/c 

a /Å 21.746(5) 10.5222(14) 

b /Å 14.338(3) 14.6134(19) 

c /Å 23.216(5) 39.044(5) 

α / 90 90 

β / 90 92.677(2) 

 / 90 90 

V/Å3 7239(3) 5997.0(14) 

Z 8 8 

T /K 298(2) 298(2) 

F(000) 3696 3776 

Dcalcd / g cm-3 1.726 2.163 

 /mm-1 4.160 5.030 

 /Å 0.71073 0.71073 

Rint 0.1023 0.0776 

data/restraint/parm 6495 / 6 / 422 5392 / 30 / 464 

GOF 1.023 0.978 

R1 [I = 2(I)]a 0.0649 0.0444 

wR2 [I = 2(I)]b 0.1153 0.0705 
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Table S2.  
 

Complex 1 

Dy(1)-O(13)#1 2.186(6)  Dy(1)-O(9)    2.260(7) 

Dy(1)-O(7)#1 2.223(5)  Dy(1)-O(10)    2.262(5) 

Dy(1)-O(11) 2.231(6)  Dy(1)-O(4)#2   2.265(8) 

Dy(1)-O(3)#2 2.432(7)  Dy(2)-O(12)     2.196(6)  

Dy(2)-O(6) 2.237(6)  Dy(2)-O(14)#1     2.258(5)  

Dy(2)-O(5) 2.263(4)  Dy(2)-O(8)#3     2.285(6)  

Dy(2)-O(1) 2.290(7)  Dy(2)-O(2)     2.414(6)  

O(13)#1-Dy(1)-O(7)#1    87.0(2)  O(13)#1-Dy(1)-O(9)      79.9(2)  

O(13)#1-Dy(1)-O(11)   96.2(2)  O(7)#1-Dy(1)-O(9)      87.0(2)  

O(7)#1-Dy(1)-O(11)  174.3(3)  O(11)-Dy(1)-O(9)     98.2(2) 

O(13)#1-Dy(1)-O(10) 154.3(2) O(7)#1-Dy(1)-O(10)     95.1(2) 

O(11)-Dy(1)-O(10) 84.1(2) O(9)-Dy(1)-O(10)     74.6(2) 

O(13)#1-Dy(1)-O(4)#2 132.8(3) O(7)#1-Dy(1)-O(4)#2     84.9(3) 

O(11)-Dy(1)-O(4)#2 89.4(3) O(9)-Dy(1)-O(4)#2    145.6(3) 

O(10)-Dy(1)-O(4)#2 72.9(2) O(13)#1-Dy(1)-O(3)#2     79.3(2) 

O(7)#1-Dy(1)-O(3)#2 90.3(2) O(11)-Dy(1)-O(3)#2     85.7(2) 

O(9)-Dy(1)-O(3)#2 159.1(2) O(10)-Dy(1)-O(3)#2    126.3(2) 

O(4)#2-Dy(1)-O(3)#2 54.4(2) O(13)#1-Dy(1)-C(4)#2    105.6(3) 

O(7)#1-Dy(1)-C(4)#2 87.8(2) O(11)-Dy(1)-C(4)#2     86.8(3) 

O(9)-Dy(1)-C(4)#2 172.2(3) O(10)-Dy(1)-C(4)#2    100.1(2) 

O(4)#2-Dy(1)-C(4)#2 27.8(3) O(3)#2-Dy(1)-C(4)#2    26.7(2) 

O(12)-Dy(2)-O(6) 77.3(2) O(12)-Dy(2)-O(14)#1   106.8(2) 

O(6)-Dy(2)-O(14)#1 80.2(2) O(12)-Dy(2)-O(5)  75.28(19) 

O(6)-Dy(2)-O(5) 144.3(2) O(14)#1-Dy(2)-O(5)   86.3(2) 

O(12)-Dy(2)-O(8)#3 88.2(3) O(6)-Dy(2)-O(8)#3  117.4(2) 

O(14)#1-Dy(2)-O(8)#3 159.5(2) O(5)-Dy(2)-O(8)#3   84.2(2) 

O(12)-Dy(2)-O(1) 152.0(2) O(6)-Dy(2)-O(1)   80.8(2) 

O(14)#1-Dy(2)-O(1) 86.2(2) O(5)-Dy(2)-O(1) 131.30(18) 

O(8)#3-Dy(2)-O(1) 86.5(3) O(12)-Dy(2)-O(2)  152.1(2) 

O(6)-Dy(2)-O(2) 130.0(2) O(14)#1-Dy(2)-O(2)   76.8(2) 

O(5)-Dy(2)-O(2) 77.37(17) O(8)#3-Dy(2)-O(2)  83.4(2) 

O(1)-Dy(2)-O(2) 54.1(2)   

Complex 2 

Dy(1)-O(7) 2.268(6)  Dy(1)-O(1)#4 2.355(6)  

Dy(1)-O(6) 2.300(6)  Dy(1)-O(3)#5 2.371(6)  

Dy(1)-O(4) 2.328(6)  Dy(1)-O(2)#6 2.443(6)  

Dy(1)-O(5) 2.339(7)  Dy(1)-O(1)#6 2.497(6)  

Dy(2)-O(14)#7 2.285(7)  Dy(2)-O(11)#9 2.303(6)  

Dy(2)-O(14)#8 2.285(7)  Dy(2)-O(10)#9 2.353(6)  

Dy(2)-O(11) 2.303(6)  Dy(2)-O(10) 2.353(6)  
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Dy(2)-O(9) 2.382(6) Dy(2)-O(9)#9 2.382(6) 

Dy(3)-O(13) 2.217(6) Dy(3)-O(12)#9 2.276(6) 

Dy(3)-O(13)#6 2.217(6) Dy(3)-O(16)#10 2.362(6) 

Dy(3)-O(12) 2.276(6) Dy(3)-O(16)#4 2.362(7) 

Dy(3)-O(15)#10 2.738(9) Dy(3)-O(15)#4 2.738(9) 

O(7)-Dy(1)-O(6) 88.0(2) O(7)-Dy(1)-O(4) 105.9(2) 

O(6)-Dy(1)-O(4) 145.9(2) O(7)-Dy(1)-O(5) 75.3(2) 

O(6)-Dy(1)-O(5) 76.9(2) O(4)-Dy(1)-O(5) 76.9(2) 

O(7)-Dy(1)-O(1)#4 84.5(2) O(6)-Dy(1)-O(1)#4 142.3(2) 

O(4)-Dy(1)-O(1)#4 71.1(2) O(5)-Dy(1)-O(1)#4 135.5(2) 

O(7)-Dy(1)-O(3)#5 88.1(2) O(6)-Dy(1)-O(3)#5 70.9(2) 

O(4)-Dy(1)-O(3)#5 138.8(2) O(5)-Dy(1)-O(3)#5     144.1(2) 

O(1)#4-Dy(1)-O(3)#5 72.0(2) O(7)-Dy(1)-O(2)#6     149.3(2) 

O(6)-Dy(1)-O(2)#6     77.5(2) O(4)-Dy(1)-O(2)#6 75.0(2) 

O(5)-Dy(1)-O(2)#6     75.2(2) O(1)#4-Dy(1)-O(2)#6     123.1(2) 

O(3)#5-Dy(1)-O(2)#6    111.7(2) O(7)-Dy(1)-O(1)#6     158.1(2) 

O(6)-Dy(1)-O(1)#6    100.8(2) O(4)-Dy(1)-O(1)#6 77.9(2) 

O(5)-Dy(1)-O(1)#6    126.1(2) O(1)#4-Dy(1)-O(1)#6 76.3(2) 

O(3)#5-Dy(1)-O(1)#6 76.2(2) O(2)#6-Dy(1)-O(1)#6 52.5(2) 

O(14)#7-Dy(2)-O(14)#8 87.5(4) O(14)#7-Dy(2)-O(11)     110.5(2) 

O(14)#8-Dy(2)-O(11)    141.0(2) O(14)#7-Dy(2)-O(11)#9     141.0(2) 

O(14)#8-Dy(2)-O(11)#9 110.5(2) O(11)-Dy(2)-O(11)#9 77.4(3) 

O(14)#7-Dy(2)-O(10)#9 79.9(3) O(14)#8-Dy(2)-O(10)#9 68.6(2) 

O(11)-Dy(2)-O(10)#9    146.4(2) O(11)#9-Dy(2)-O(10)#9 75.6(2) 

O(14)#8-Dy(2)-O(10) 68.6(2) O(14)#8-Dy(2)-O(10) 79.9(3) 

O(11)-Dy(2)-O(10) 75.6(2) O(11)#9-Dy(2)-O(10) 146.4(2) 

O(10)#9-Dy(2)-O(10) 136.1(4) O(14)#7-Dy(2)-O(9) 76.1(2) 

O(14)#8-Dy(2)-O(9) 143.0(2) O(11)-Dy(2)-O(9) 76.0(2) 

O(11)#9-Dy(2)-O(9) 68.9(2) O(10)#9-Dy(2)-O(9) 76.0(2) 

O(10)-Dy(2)-O(9)    122.1(3) O(14)#7-Dy(2)-O(9)#9 143.0(2) 

O(14)#8-Dy(2)-O(9)#9 76.1(2) O(11)-Dy(2)-O(9)#9 68.9(2) 

O(11)#9-Dy(2)-O(9)#9 76.0(2) O(10)#9-Dy(2)-O(9)#9 122.1(3) 

O(10)-Dy(2)-O(9)#9 76.0(2) O(9)-Dy(2)-O(9)#9 134.6(3) 

O(13)-Dy(3)-O(13)#9 171.8(4) O(13)-Dy(3)-O(12) 86.4(2) 

O(13)#9-Dy(3)-O(12) 87.9(3) O(13)-Dy(3)-O(12)#9 87.9(3) 

O(13)#9-Dy(3)-O(12)#9 86.4(2) O(12)-Dy(3)-O(12)#9 92.7(3) 

O(13)-Dy(3)-O(16)#10 80.4(2) O(13)#9-Dy(3)-O(16)#10 103.7(3) 

O(12)-Dy(3)-O(16)#10 161.5(2) O(12)#9-Dy(3)-O(16)#10 73.9(2) 

O(13)-Dy(3)-O(16)#4 103.7(3) O(13)#9-Dy(3)-O(16)#4 80.4(2) 

O(12)-Dy(3)-O(16)#4 73.9(2) O(12)#9-Dy(3)-O(16)#4 161.5(2) 

O(16)#10-Dy(3)-O(16)#4 121.8(3) O(13)-Dy(3)-O(15)#10 115.9(2) 

O(13)#9-Dy(3)-O(15)#10 71.6(3) O(12)-Dy(3)-O(15)#10 148.8(2) 

O(12)#9-Dy(3)-O(15)#10 108.7(3) O(16)#10-Dy(3)-O(15)#10 49.7(2) 
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O(16)#4-Dy(3)-O(15)#10 79.5(3) O(13)-Dy(3)-O(15)#4 71.6(3) 

O(13)#9-Dy(3)-O(15)#4 115.9(2) O(12)-Dy(3)-O(15)#4 108.7(3) 

O(12)#9-Dy(3)-O(15)#4 148.8(2) O(16)#10-Dy(3)-O(15)#4 79.5(3) 

O(16)#4-Dy(3)-O(15)#4 49.7(2) O(15)#10-Dy(3)-O(15)#4 63.1(4) 

    *Symmetry transformations used to generate equivalent atoms:  #1 -x,y-1/2,-z+1/2; 

#2x,-y+1/2,z-1/2; #3-x,y+1/2,-z+1/2; #4x+1/2,y+1/2,z; #5-x+1,-y,-z; #6-x+1/2,-y-1/2,-z； #7 

x+1/2,y-1/2,z; #8 -x+1/2,y-1/2,-z+1/2; #9 -x+1,y,-z+1/2; #10 -x+1/2,y+1/2,-z+1/2.
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Figure S1  
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Figure S2 

(a) for compound 1 

 

(b) for compound 2 
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Figure S3   

 

 

 

 

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012



  10

 Figure S4  
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Figure S5  
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