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Gas adsorption of 3

Figure Sla is the N, adsorption-desorption isotherms of 3 at 77 K under the low

pressure (under 1 atm), which shows a reversible and hysteretic type-IT isotherm

character. The Brunauer-Emment-Teller (BET) apparent surface areas were calculated

as 5.9 m%g™* which is too small and the averaged pore width was calculated as ~50 A

(ref. Figure S1b). However, the single crystal structure studies revealed that the

diameter for the maximum trigonal channel in 1 is 3.4 A when the DMF molecules

therein are removed. Thus, the pores with averaged width ~50 A should be the

clearance gaps between adjacent particles.

Amount sorbed (cm’(STP)/g)

25+

20+

15+

104

(a)

& Absorption
= Desorption

2.54

2.0

1.54

1.04

0.5+

Pore volume / (10™*)cm’/g/Angstrom

0.0

(b)

100

Pore width / Angstrom

Figure S1 (a) The isotherm for the adsorption and desorption of N, on activated 3 at

77 K and (b) pore size distribution.



Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2013

—1.384

\1.261 /.363 \1.391 1214
e i\ 1.504
A.243 \1.391 1.378 \1.265

\
\\1 404 1.280
\

N e—

/

/
/’1 401

\1.286

Figure S2 Bond distances in BDC? and DMF moieties obtained from (a) X-ray single
crystal structure analysis at 293 K and (b) crystal structure optimization using the

Materials Studio program.



