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Table 1 : Crystal data and structure refinement parameters  for CrIII(OH)(O2C-C6H4-CO2).(HO2C-C6H4-CO2H)0.75  (labelled MIL-53as) and CrIII(OH)(O2C-C6H4-CO2) (labelled MIL-53ht)
Formula
CrIII(OH)(O2C-C6H4-CO2).( HO2C-C6H4-CO2H)0.75
CrIII(OH)(O2C-C6H4-CO2)

Chemical formula 
CrO8C14H11
CrO5C8H5

Molar weight (g.mol-1)
359.23
233.12

Calculated density (g.cm-3)
1.65
1.04

Crystal system
Orthorhombic
Orthorhombic

Space group
P n m a
I m m a

a (Å)
17.340(1)
6.812(1)

b (Å)
6.822(1)
16.733(1)

c (Å)
12.178(1)
13.038(1)

V (Å3)
1440.6(1)
1486.1(1)

Z
4
4

Radiation ((Cu (Å): K(1, K(2)
1.54059, 1.54439
1.54059, 1.54439

(=K(2/K(1
0.4
0.5

Temperature  (°K)
296
523

2(  range (°)
7 - 70
5 - 80

N. reflections
355
271

N. atoms
18
6

N. intensity-dependent parameters
42
13

N. profile parameters
29
20

RP
11.9
10.0

RWP
15.8
13.2

RB
6.6
7.9

RF
4.9
6.2

Secondary phase
Terephthalic acid
Eskolaïte Cr2O3

Table 2a : Atomic coordinates for non-hydrogen atoms for CrIII(OH)(O2C-C6H4-CO2).(HO2C-C6H4-CO2H)0.75  (labelled MIL-53as) 
_________________________________________________________

  Atom      
   x             
     y               
    z 

Occupancy

_________________________________________________________

Cr

0

0

0       

0.5

O(1)

0.002(2)
-0.25

-0.078(1)
0.5 

O(2)

0.089(1)
-0.087(2)
0.089(1)
1.0

O(3)

0.073(1)
0.090(2)
-0.112(1)
1.0

C(1)    

0.108(2)
0.25

-0.143(3)
0.5

C(2)    

0.123(2)
-0.25

0.117(4)
0.5

C(3)   

0.171(2)
0.25

-0.213(3)
0.5

C(4) 

0.191(2)
-0.25

0.180 (4)
0.5

C(5)  
  
0.229(1)
-0.078(2)
0.198(2)
1.0

C(6)   

0.205(1)
0.080(2)
-0.236(2)
1.0

X(7a)   
0.032(2)
-0.25

 0.309(3)
0.5

X(8a)   
0.133(4)
-0.051(2)
-0.4653(4)
0.5

X(9a)   
0.144(3)
-0.25

0.4513(3)
0.5

X(10a)  
0.138(2)
0.134(3)
0.473(2)
1.0

X(11a)

-0.034(2)
-0.25

-0.350(3)
0.5

X(12a)

0.032(2)
0.043(4)
0.369 (2)
1.0

X(13a)  
0.101(1)
-0.013(6)
0.405 (2)
1.0

X(14a)  
0.046(3)
-0.190(1)
0.425 (3)
0.5

_________________________________________________________

X=O, C

Table 2b : Atomic coordinates for non-hydrogen atoms for CrIII(OH)(O2C-C6H4-CO2) (labelled MIL-53ht)
_________________________________________________________

  Atom      
   x             
     y               
    z 
     Occupancy

_________________________________________________________

 Cr    

0.25  

0.25  

0.75  

0.25

 O(1)    
0

0.25
  
0.686(1) 
0.25

 O(2)  

0.150(1)  
0.166(1)  
0.843(1) 
1.0

 C(1)   

-0.196(1)  
0.040(1)  
0.982(1) 
1.0

 C(2)  

 0
  
0.054(1)  
0.961(2) 
0.5 

 C(3)    
0 

0.125(1)  
0.888(2) 
0.5   _________________________________________________________

Table 3a : Selected bonds lengths (Å) for CrIII(OH)(O2C-C6H4-CO2).(HO2C-C6H4-CO2H)0.75  (labelled MIL-53as) 

____________________________________________________________

Cr - O(1) : 1.95(1)

Cr - O(2) : 1.98(1)

Cr - O(3) : 1.95(1)

O(2) - C(2) : 1.30(2)

O(3) - C(1) : 1.31(1)

C(1) - C(3) : 1.38(2)

C(2) - C(4) : 1.40(1)

C(3) - C(6) : 1.33(2)

C(4) - C(5) : 1.37(1)

C(5) - C(6) : 1.40(1)

____________________________________________________________

Table 3b : Selected bonds lengths (Å) for CrIII(OH)(O2C-C6H4-CO2) (labelled MIL-53ht)

____________________________________________________________

Cr - O(1) : 1.90(1)

Cr - O(2) : 1.96(1)

O(2) - C(3) : 1.39(2)

C(2) - C(3) : 1.53(2)

C(1) - C(1) : 1.42(2)

C(1) - C(2) : 1.38(2)

____________________________________________________________
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