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Selected inter-atomic distances


The shortest distances between MV2+ and the host, and some related distances. (Å)

Ia-1
N(1) ··· H(101) 2.79(1); 

Ia-2
N(1) ··· H(101) 2.858(7); 

Ib-1
N(7)I ··· H(101) 2.79(3), (I:  x(1, y, z);

IIa-1
C(1) ··· H(102) 2.698(9); 

IIa-2
C(1) ··· H(102) 2.71(3); 

IIa-3
C(3)I ··· H(105) 2.68(3), (I:  (x+3/2, (y+2, z+1/2 ); 

IIb-1
N(1) ··· H(102) 2.66(2); 

IIb-2
N(1) ··· H(102) 2.67(2); 

III-1
N(1)I ··· H(101) 2.86(1), (I:  (x+1/2, y, (z+1/2);

III-2
N(1)I ··· H(101) 2.876(5), (I:  (x+1/2, y, (z+1/2);  

IV-1
N(7)I ··· H(106) 2.70(2), N(101) ··· Cl 3.491(6), Cl ··· O(1) 3.342(8), O(1) ··· O(2) 2.79(2), 
(I:  (x+1, (y+1, (z+2);

V-1
N(1) ··· H(102) 2.845(7), N(101) ··· N(3)I 3.068(7), (I:  x(1/2, (y+1/2, z+1/2).

The shortest distances between MV2+ and the neutral guest. (Å)   

Ia-1
C(202) ··· H(102)I  3.54(2), (I:  (x, y, (z+1/2); 

Ia-2
O(201) ··· H(102) 2.41(1); 

Ib-1
Cl(1) ··· H(102)II 3.30(2), (II:  x, (y+1/2, (z+3/2); 

IIa-1
Cl(3) ··· H(104)I 3.654(9), (I:  (x+1, y(1/2, (z+1/2); 

IIa-2
N(201) ··· H(101) 2.51(4); 

III-1
H(102) ··· H(204) 2.93(1); 

III-2
H(102) ··· H(204) 3.004(4);

(The neutral guests of IIa-3, IIb-1 and IIb-2 were not included in the structure refinement because of their extreme structural disorder.) 


The shortest distance between two adjacent MV2+ ions. (Å)
IV-1
C(101) ··· C(111)II 4.03(2), (II:  (x+1, (y+1,(z+1);  

V-1
C(101) ··· C(111)II 3.944(7), (II:  (x+1/2, (y+1/2, (z+1).







