Scientia Iranica

A 3D Polyoxoniobate-based Framework Showing Performance in Dye

Removal from Aqueous Solution

Barzin Safarkoopayeh®, Alireza Abbasi®, Abdol-Hadi Mokarizadeh®, Alireza Shayesteh?,
Mahnaz Najafi?

# School of Chemistry, College of Science, University of Tehran, Tehran, Iran

b School of Chemical Engineering, University of Tehran, Tehran, Iran

’ Corresponding author. Tel.: +98-21-61113644; Fax: +98-21-66495291.
E-mail: aabbasi@khayam.ut.ac.ir (Alireza Abbasi)



Scientia lranica

Figure S1 ESP map for NbgO1o®
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Figure S2 The lowest energy isomers for each protonation state
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Figure S3 UV-Vis calibration curve
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Figure S4 The chemical structure of Bismarck brown
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Figure S5 The IC Chromatogram and respected concentrations
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Table S1 Relative energies of hydrogenated hexaniobate

[HNbgO10]" Relative [H2NbgO10]™ Relative [H3NbgO10]” Relative
energy(kJmol™) energy(kJmol™) energy(kJmol™)
[HNbgO10] (1) 0.0 [HaNbgO10] (1) 13.7 [H3NbsO10]” (1) 21.1
[HNbsO16]"(2) 45.0 [H,NbgO1]%(2) 33 [HsNbgO1]® (2) 20.3
- - [H,NbgO1]%(3) 10.9 [HsNbsO1]® (3) 0.0
- - [H2NbgO16]% (4) 19.9 [H3NbgO16]° (4) 21.4
- - [H2NbgO16]%(5) 21.4 [H3NbgO16]° (5) 48
- - [H,NbsO10]% (6) 0.0 [HsNbgO15]° (6) 117
- - [H2NbgO16]%(7) 13.3 [H3NbgO16]° (7) 495
- - - - [HsNbeO15]* (8) 50.6
- - - - [HaNbgO15]> (9) 117
- - - - [H3NbgO1]* (10) 49.4
- - - - [H3NbgO10]® (11) 12.5
- - - - [HsNbgO1]® (12) 49.3
- - - - [HsNbgO1]® (13) 21.4
- - - - [H3NbgO10]® (14) 27.7
- - - - [H3NbgO15]® (15) 22.3
- - - - [H3NbgO15]® (16) 20.3
- - - - [H3NbgO15]® (17) 12.0
- - - - [H3NbgO15]® (18) 49.5
- - - - [H3NbgO15]® (19) 49.3
- - - - [H3NbgO15]% (20) 11.7
- - - - [H3NbgO10]° (21) 49.4
- - - - [H3NbgO10]° (22) 50.5




