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

a) Form 1 crystals (nujol)

50

40

30

20

%Transmittance

10

o
I

7 T L T L
3000 2000 1000
Wavenumber (cm-1)

N
o
o
o

b) Gummy 4B (neat)

h|
o
nulin

w
)]

w
o

N
4]

N
o

%Transmittance

=
[&)]

=
o

[&)]

o

4000 3000 2000 1000
Wavenumber (cm-1)

S3



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

c) Amorphous solid sample of 4C (nujol)

d) Solid 4D
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e) Amorphous solid 4C heated for 12 h at 130 °C (neat)

=
(4]

10

%Transmittance

0 B e e e L e e s e e MLy e e e
4000 3000 2000 1000
Wavenumber (cm-1)

S5



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

Figure S2. IR spectra of racemic 4-O-benzyl-myo-inositol-1,3,5-orthoacetate (5)
a) Freshly prepared 5 (CDCl5)
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C) Amorphous solid 5 (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 (CDCls3)
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orthoformate (sample 4A).

Figure S4. a) *H NMR spectrum (CDCl5) of racemic 4-O-benzyl-myo-inositol-1,3,5-
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b) *HNMR spectrum (CDCls) of racemic 4-O-benzyl-myo-inositol-1,3,5-orthoformate (sample

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

(Form 1 crystals).
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Figure S5. *HNMR spectrum (CDCl5) of racemic 4-O-benzyl-myo-inositol-1,3,5-orthoacetate
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Figure S6. *HNMR spectrum (CDCls) of heated sample of racemic 4-O-benzyl-myo-inositol -
1,3,5-orthoacetate (5).
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Figure S7. 'HNMR spectrum (CDCls) of racemic 4-O-benzyl-myo-inositol-1,3,5-orthobenzoate
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Figure S8. *HNMR spectrum (CDCl5) of heated sample of racemic 4-O-benzyl-myo-inositol -
1,3,5-orthobenzoate (6).

C hloro'f orm-d

—7.26
—1.26

7.04

—7.93
—

0]

*
Tl\{IS
Q
<

2.00 8.38 0.41 3.56 7.26
— | — b | | |

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 0.5 0.0

S17



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

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
.
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Figure S12. PXRD patterns of sample 4D, Form | and Form Il crystals
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