Electronic Supplementary Information for Dalton Transactions
This journal is © The Royal Society of Chemistry 2010

Supporting Information

Two additive-induced isomeric aluminoborates templated by methylamine

Gao-Juan Cao,” Jian Lin," Jin-Yun Wang,” Shou-Tian Zheng,” Wei-Hui Fang” and Guo-Yu
Yang®

“State Key Laboratory of Structural Chemistry, Fujian Institute of Research on the Structure ofMatter, Chinese
cademy of Sciences, Fuzhou, 350002, P.R. China. E-mail: ygy@fjirsm.ac.cn; Fax: (+86) 591-8371-0051
Department of Chemistry, Beijing Institute of Technology, Beijing 100081, P. R. China.

“Xiamen University, Xiamen, Fujian 361005, P. R. China.

Fig. S1 IR spectra of 1 and 2, respectively.
Fig. S2 The asymmetric unit of compound 1.
Fig. S3 View of the coordination environments of all the B and Al atoms in compound 1.

Fig. S4 View of the anionic framework of 1, showing cone-shaped 10-ring channels along the [110] (a) and [-110]
(b) directions.

Fig. S5 View of the unclosed 10-ring channels along the [110] (a) and [-110] (b) directions in compound 1.

Fig. S6 View of the templates and guest water molecules located in the 10-ring channel, interacted with the walls
via hydrogen bonds in compound 1.

Fig. S7 IR spectra (a) and powder X-ray diffraction patterns (b) of compound 1 (black line), Na'- (red line), K-
(blue line) and Ag -exchange (cyan) samples.

Fig. S8 View of the coordination environments of all the B and Al atoms in compound 2.

Fig. S9 IR spectra (a) and powder X-ray diffraction patterns (b) of compound 2 (black line), Na'- (red line), K'-
(blue line) and Ag -exchange (cyan) samples.

Fig. S10 View of three different shaped 11-ring channels in 2, propagated along the [001], [110] and [112]
directions, respectively.

Fig. S11 View of the 10-ring channels in 2, running along the [101] direction.
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Fig. S1 IR spectra of 1 and 2, respectively.

Fig. S2 The asymmetric unit of compound 1.

0(5G)

-

05"
B3
»-- i~y 0(3A) B1a) CHA

O(5E)

2 202
- -
201

5 0(1B)
JAl

Fig. S3 View of the coordination environments of all the B and Al atoms in compound 1. Symmetry codes for 1: #A x,
-y+0.5, -z+0.25, #B x-1, -y+1, -z, #C -x+2, -y, z, #D -x+1, y+1, -z, #E -x+2, y+1, -z, #F -x+3, -y+1, z, #G x-1, -y+2, -z.

Fig. S4 View of the anionic framework of 1, showing cone-shaped 10-ring channels along the [110] (a) and [-110] (b)
directions in compound 1. Color code: B20,, yellow; B103, B30;, purple; AlO,, green.
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Fig. S5 View of the unclosed 10-ring channels along the [110] (a) and [-110] (b) directions in compound 1. Color code:
B2, yellow; B1, B3, purple; Al, green.

Fig. S6 View of the templates and guest water molecules located in the 10-ring channel, interacted with the walls via
hydrogen bonds in compound 1.
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Fig. S7 IR spectra (a) and powder X-ray diffraction patterns (b) of compound 1 (black line), Na'- (red line), K'- (blue
line) and Ag -exchange (cyan) samples.
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Fig. S8 View of the coordination environments of all the B and Al atoms in compound 2. Symmetry codes for 2: #A
-x+1,y, -z+3, #B -X, y, -z+2, #C -x+1/2, y+1/2, -z+2, #D x-1/2, y+1/2, z.
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Fig. S9 IR spectra (a) and powder X-ray diffraction patterns (b) of compound 2 (black line), Na'- (red line), K'- (blue
line) and Ag -exchange (cyan) samples.
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Fig. S10 View of three different shaped 11-ring channels in 2, propagated along [001], [110] and [112] directions,
respectively. Colour code: B30y, yellow; B10;, B20s, purple; AlOy, green.

Fig. S11 View of the 10-ring channels in 2, running along [101] direction. Colour code: B30, yellow; B10;, B20;,
purple; AlO,, green.
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