Electronic Supplementary Material (ESI) for CrystEngComm
This journal B trerRIRaYAPETRRAAGY Blederiat{E201Br CrystEngComm
This journal is © The Royal Society of Chemistry 2013

Electronic Supporting Information (ESI)

Polymorphism and Isomorphism of Huperzine A Solvates: Structure,
Properties and Form Transformation

Qi Zhang, Liye Lu, Wenjuan Dai and Xuefeng Mei*

Pharmaceutical Analytical & Solid-State Chemistry Research Center, Shanghai Institute of Materia Medica,
Chinese Academy of Sciences, Shanghai 201203, China

Tel: +86 21 50800 934. Fax: +86 21 50800934.

Corresponding author: xuefengmei@simm.ac.cn.

[1.2] Form H1.dt6
TG

- DIG

amc

Fig. S1 TG Diagram of Huperzine A Form H1
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Fig. S3 TG Diagram of Huperzine A Form S1
o DTG /(%)
&L 164
100 e — { EEWE 20
- )
U SENLELLL B Ut ¥ s B 0
N , | ™ it
0 li
! ‘
0 i !!.
‘. \ "
\
[1.2] HupA-formS1.dt6 \
40 TG
------- DTG
15
i ‘!
A B HEXEN
50 100 150 200 250 300 350 -



Electronic Supplementary Material (ESI) for CrystEngComm

This journal

SHPRIRDYAP

Fig. S4 TG Diagram of Huperzine A Form S3

ereriiasy Blaseniat{E2d) for CrystEngComm
This journal is © The Royal Society of Chemistry 2013

-
Form H1
Peak = 22989 °C
l. ]
g ,
H ea=27397dme
H Delta H = 70 9775 Jig
Zw
H Peak = 38 C
= Onset = 27100 ¢
oot = 52,00 prea = 4226 )
Dot v o8 al
Avea= 729266 m. |
Detta H = 1689291 Jg Onsst= 17 80°C
—— SN
beak = 179.17°C Delta H = -6.1684 Jig
Peal=21323°C

-a07

Heat FlowEndo Up (mi) —— ——

ak = 230,65 °C

Area = 84,84 mJ
Dalta H = 66,3103 Jig

nset = 50,65 °C
L= T2 596 m) ,
° TR

Peak =703

C

Onset =225 91°C

Tt

oz

B

10

Fig. S6 DSC Diagram of Huperzine A Form H2

Fig. S8 DSC Diagram of Huperzine A Form S3
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Fig. S7 DSC Diagram of Huperzine A Form S1
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Fig. S9 DSC and TGA profiles of Huperzine A (a) form H1, (b) form H2, (c¢) form S1, (d) form S3

Intensity (counts)

form H2
experimental

I‘ \ I simulated

form H2

form H1
experimental

form H1
simulated

AA A
T

10

20

30 40

2 Theta (deg)
Fig. S10 Compared simulated and experimental XRPD patterns of Huperzine A hydrates
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Fig. S11 Compared simulated and experimental XRPD patterns of Huperzine A solvates
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