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Figure S1. The XRD patterns of (a) simulated from single crystal X-ray data of
compound 1 and (b) colorless crystals of compound 1 prepared in the presence of
terephthalodinitrile.



Figure S2. Showing the a) structure of the basic polymeric building block of compound 1
with three DMF molecules (red, blue and yellow species) and HDMA™ organic cation
(violet species), b) coordination sphere around Zn'' ion in anionic MOF of 1 and c)
trinuclear Zn; cluster unit which exists in anionic MOF of 4 (Zn = violet, O = red, N =
blue, C = gray and H = white).



SIUERILISLEL ] 9%

SILEPIISLIE] | 9

bO'E0CH : b
EE'BIC corses ST'SkE
s P o Z' ks
. BI'BTE . ET'EzE =
£5068 L TE'GES
B A £2010T P LTOTE
R 0E'2011 ‘BERT
ket 20 £ ses)
£5'0BEH 29'PBET
=2 08PTL . T9'Z0ST L
PEBEST 810141
‘ 5¢'508z}
££'FBEE| — i
B 0z ci6z] Trieshe L
ST'290¢ |
BEBERE] 88'LTHE 69 FRPE[
o | <
I T T T T T T
] o o o o
Tyl O O =~ (O n=r L

SALERILISLIEL | 9%

1300 1800 200

2000

Wavenumbers (cm-1)
Figure S3. IR spectra of (a) colorless crystals of compound 1 prepared in the presence of
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terephthalodinitrile, (b) post-synthetic MOF material of 2 and (c) post-synthetic MOF

material of 3.
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Figure S4. The XRD patterns of (a) colorless crystals of compound 1 prepared in the

presence of terephthalodinitrile, (b) post-synthetic MOF material of 2 and (c) post-
synthetic MOF material of 3.
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Figure S5. The 'H-NMR spectra of (a) compound 1, (b) compound 1 after addition of 5
mg ammonium acetate to the tube, (c) compound 2 after addition of 5 mg ammonium
acetate to the tube and (d) compound 3 after addition of 5 mg ammonium acetate to the

tube.
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Figure S6. The XRD patterns of compound 3 samples which were immersed in (a)

benzene, (b) toluene, (c) dichloromethane, (d) ethanol and (e) tetrahydrofuran (THF) after
one week.
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Figure S7. The XRD patterns of (a) simulated from single crystal X-ray data of
compound 4 and (b) colorless crystals of compound 4 prepared in the presence of 4-bpdb
(1,4-bis(4-pyridyl)-2,3-diaza-1,3-butadiene).



Figure S8. Showing three types of BDC?  anions with a) u,, b) u4 and c) x4 coordination
modes in anionic MOF of 4, (Zn = violet, O = red, C = gray and H = white).
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Figure S9. Showing the existence of one-dimensional channels along the

crystallographic a) b axis and b) ¢ axis in an anionic nano-porous MOF of 4.
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Figure S10. The XRD patterns of (a) colorless crystals of compound 3 prepared in the
presence of terephthalodinitrile, (b) compound 3 after six successive runs.
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