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Figure S1. Molecular structure of (acr)2(ofib) showing the atom-labelling scheme. 

Displacement ellipsoids are drawn at the 50 % probability level, halogen bonds are marked 

with red dashed lines, and H atoms are shown as small spheres of arbitrary radius. 

 

 

 
 

Figure S2. Molecular structure of (phen)2(ofib) showing the atom-labelling scheme. 

Displacement ellipsoids are drawn at the 30 % probability level, halogen bonds are marked 

with red dashed lines, and H atoms are shown as small spheres of arbitrary radius. 
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Figure S3. Molecular structure of (phen)(ofib) showing the atom-labelling scheme. 

Displacement ellipsoids are drawn at the 50 % probability level, halogen bonds are marked 

with red dashed lines, and H atoms are shown as small spheres of arbitrary radius. 

 
 

Figure S4. TGA (top) and DTA (bottom) curves for the cocrystal (acr)2(ofib). 
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Figure S5. DSC (top) and TGA (bottom) curves for the cocrystal (phen)2(ofib). 

 

 

 

 
 

Figure S6. DSC (top) and TGA (bottom) curves for the cocrystal (phen)(ofib). 

 

 

 

 

 

 

 



 5 

 

KL_phen_sir

Name

Sample 454 By Administrator Date Wednesday, March 29 2017

Description

4000 4503500 3000 2500 2000 1500 1000 500

94

57

60

65

70

75

80

85

90

cm-1

%
T

739.38cm-1

591.89cm-1

818.46cm-1

655.63cm-1

1512.48cm-1

1145.15cm-1

1358.87cm-1 476.34cm-1

1108.10cm-1

1430.01cm-1

956.06cm-11470.36cm-1

902.05cm-1

994.97cm-1

857.78cm-1

1208.76cm-1

1626.65cm-13058.73cm-1

 
 

Figure S7. IR-ATR spectrum of solid phen reactant. 

 

 

 
 

 

KL_acr_sir

Name

Sample 456 By Administrator Date Wednesday, March 29 2017

Description

4000 4503500 3000 2500 2000 1500 1000 500

94

63

64

66

68

70

72

74

76

78

80

82

84

86

88

90

92

cm-1

%
T

732.28cm-1

471.23cm-1

791.91cm-1

859.24cm-1

599.71cm-1910.67cm-1

616.57cm-1

654.33cm-11512.94cm-1

919.93cm-1

957.96cm-1

518.45cm-11140.99cm-1

1462.31cm-1

1617.14cm-1 999.31cm-1

813.55cm-1

1401.24cm-1

1555.71cm-1

1173.14cm-1

 
 

Figure S8. IR-ATR spectrum of solid acr reactant. 
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Figure S9. IR-ATR spectrum of the cocrystal (acr)2(ofib). 

 

 

 
 

Figure S10. Overlay of IR-ATR spectra of the cocrystals (phen)2(ofib) (blue) and 

(phen)(ofib) (red). 


