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Figure S1. IR spectra of racemic 4-O-benzyl-myo-inositol-1,3,5-orthoformate (4) 

 a) Form I crystals (nujol) 
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b) Gummy 4B (neat) 
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c) Amorphous solid sample of 4C (nujol)   
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d) Solid 4D  
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e) Amorphous solid 4C heated for 12 h at 130 °C (neat) 
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Figure S2. IR spectra of racemic 4-O-benzyl-myo-inositol-1,3,5-orthoacetate (5) 

a) Freshly prepared 5 (CDCl3) 
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b) 5 stored at ambient temperature for a month (neat)  
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c)  Amorphous solid 5 (nujol): 
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d) 5 Heated at 120 °C for 6 hours (Nujol): 
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Figure S3.  IR spectra of racemic 4-O-benzyl-myo-inositol-1,3,5-orthobenzoate (6) 

 

a)  Freshly prepared 6 (CDCl3) 
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b) 6 stored at ambient temperature for a month (neat)       
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c) 6  Heated at 120°C for 6 hours (nujol) 
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Figure S4. a) 1H NMR spectrum (CDCl3) of racemic 4-O-benzyl-myo-inositol-1,3,5-

orthoformate (sample 4A).  
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b) 1HNMR spectrum (CDCl3) of racemic 4-O-benzyl-myo-inositol-1,3,5-orthoformate (sample 

4B). 
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c)  1HNMR spectrum (CDCl3) of racemic 4-O-benzyl-myo-inositol-1,3,5-orthoformate (4D). 
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d) 1HNMR spectrum (CDCl3) of racemic 4-O-benzyl-myo-inositol-1,3,5-orthoformate 

(Form I crystals). 
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Figure S5.  1HNMR spectrum (CDCl3) of racemic 4-O-benzyl-myo-inositol-1,3,5-orthoacetate 

(5) 
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Figure S6.  1HNMR spectrum (CDCl3) of heated sample of racemic 4-O-benzyl-myo-inositol -

1,3,5-orthoacetate (5). 

 

8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0

6.96 4.692.85 2.212.00 1.871.850.33

Chlorof orm-d

1.
24

1.
41

1.
49

1.
89

2.
033.

65

4.
02

4.
20

4.
22

4.
36

4.
58

4.
644.

65
4.

71

7.
22

7.
25

7.
35

7.
37

7.
38

7.
95

7.
98

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

Electronic Supplementary Material (ESI) for CrystEngComm
This journal is © The Royal Society of Chemistry 2012



 S16 

 
Figure S7. 1HNMR spectrum (CDCl3) of racemic 4-O-benzyl-myo-inositol-1,3,5-orthobenzoate 

(6) 
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Figure S8.  1HNMR spectrum (CDCl3) of heated sample of racemic 4-O-benzyl-myo-inositol -

1,3,5-orthobenzoate (6). 
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Figure S9. Simulated PXRD patterns for crystals of 4.  
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Figure S10. PXRD patterns for crystals of (a) black – sample 4D and (b) blue - Form I. 
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Figure S11. PXRD patterns for solid forms of 4. (a) black – solid 4D and (b) red – Form 
II.
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Figure S12. PXRD patterns of sample 4D, Form I and Form II crystals 
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