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Figure S1. Heat capacity data for pressed pellet samples of  

MoO3(bipyridyl)0.5 (a) and HxMoO3(bipyridyl)0.5 (b); bipyridylbpy.  

Both compounds were synthesized according to ref. [1]. 



Atoms Distances/Angles 

Mo(1)  -  O(1) 1.699(9) 

Mo(1)  -  O(2) 1.884(3) 

Mo(1)  -  O(3) 1.884(2) 

Mo(1)  -  O(4) 1.768(10) 

Mo(1)  -  N(1) 2.419(11) 

Mo(1)  -  O(4)n 2.138(10) 

O(1)   -  Mo(1)  -  O(2) 99.7(5) 

O(1)   -  Mo(1)  -  O(3) 100.9(2) 

O(1)   -  Mo(1)  -  O(4) 101.8(4) 

O(1)   -  Mo(1)  -  N(1) 173.78(3) 

O(1)   -  Mo(1)  -  O(4)n 94.2(4) 

O(2)   -  Mo(1)  -  O(3) 151.6(4) 

O(2)   -  Mo(1)  -  O(4) 98.4(2) 

O(2)   -  Mo(1)  -  N(1) 78.9(5) 

O(2)   -  Mo(1)  -  O(4)n 78.64(17) 

O(3)   -  Mo(1)  -  O(4) 96.4(5) 

O(3)   -  Mo(1)  -  N(1) 78.5(2) 

O(3)   -  Mo(1)  -  O(4)n 80.5(5) 

O(4)   -  Mo(1)  -  N(1) 84.4(4) 

O(4)   -  Mo(1)  -  O(4)n 164.0(4) 

N(1)   -  Mo(1)  -  O(4)n 79.6(3) 

Mo(1)  -  O(2)   -  Mo(1)b 153.1(8) 

Mo(1)  -  O(3)   -  Mo(1)k 163.8(9) 

Mo(1)  -  O(4)   -  Mo(1)o 179.1(3) 

Mo(1)  -  N(1)   -  C(1) 123.8(8) 

Mo(1)  -  N(1)   -  C(6) 119.0(8) 

Table S1. Selected bond lengths (Å) and angles (degree) for MoO3-phen.  
 
Mathematical transformations used to generate symmetrically equivalent atoms: a= -1+x,y,z; b= -1+x,1+y,-1+z; c = 
1+x,-1+y,1+z; d = 1+x,y,z, e = -x,-y,-z; f = -x,1-y,-z; g = 1-x,-y,-z                          
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