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Table S3.  Uranium atom environments, 2. 

r is the U-O distance (Å); other entries in each matrix are the angles (degrees) subtended by 

the relevant atoms at the head of the row and column θ (degrees) is the U-O-X angle. 
(a) U(1) 

Atom r O(1) O(3) O(11) O(41) O(21) O(31) θ 

O(0) 2.223(6) 78.1(2) 100.3(2) 69.6(2) 71.2(2) 141.9(2) 142.3(2)  

O(1) 1.839(6)  178.4(3) 92.4(2) 91.8(2) 93.3(2) 92.3(2)  

O(3) 1.781(6)   87.6(3) 87.2(3) 88.2(3) 88.6(3)  

O(11) 2.459(6)    138.8(2) 73.8(2) 147.9(2) 130.0(5) 

O(41) 2.398(6)     146.8(2) 72.7(2) 133.2(5) 

O(21) 2.299(6)      74.2(2) 139.4(6) 

O(31) 2.340(6)       135.4(6) 

 
(b) U(2) 

Atom r O(2) O(4) O(51) O(81) O(61) O(71) θ 

O(0) 2.235(5) 77.0(2) 100.6(3) 67.5(2) 68.8(2) 136.3(2) 140.6(2)  

O(2) 1.846(6)  177.6(3) 91.0(2) 90.7(2) 90.8(2) 89.2(2)  

O(4) 1.791(6)   89.9(2) 88.6(2) 90.8(3) 92.8(2)  

O(51) 2.522(5)    134.6(2) 71.1(2) 150.7(2) 131.9(5) 

O(81) 2.451(6)     154.2(2) 74.7(2) 128.2(5) 

O(61) 2.282(6)      79.6(2) 132.4(5) 

O(71) 2.187(5)       138.8(5) 

 

(c) U(3) 

Atom r O(1) O(2) O(5) O(6) O(10) O(20) θ 

O(0) 2.262(6) 65.5(2) 65.7(2) 94.4(3) 92.3(3) 145.2(2) 137.3(2)  

O(1) 2.492(6)  131.1(2) 88.7(2) 93.2(2) 80.0(2) 157.1(2)  

O(2) 2.445(6)   92.2(2) 89.8(2) 148.7(2) 71.6(2)  

O(5) 1.772(6)    175.3(3) 90.9(3) 87.9(3)  

O(6) 1.778(6)     85.2(2) 88.7(3)  

O(10) 2.418(6)      77.4(2) 119.5(4) 

O(20) 2.388(8)       125.4(5) 

U(1)...U(2,3), U(2)...U(3) are 4.2952(6), 3.5786(5), 3.5742(5) Å.  U(2)-O(0)-U(1,3), U(1)-O(0)-U(3) are 

148.9(3), 105.3(2). 105.9(2)º.  U(1,2)-O(1,2)-U(3) are 110.5(2), 112.1(3)º.  Deviations of O(0; 1-4; 11-81; 10,20) 

from the U3 plane are: –0.001(6); –0.012(6), 0.058(6), 0.022(6); –2.288(6), –1.401(6), 1.404(6), 2.256(6), 

2.317(6), 1.537(6), –1.313(6), –2.276(6); 0.170(7), –0.048(8) Å.   
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