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Fig.1 XRPD spectra of the title complex 1 (a) and complex 3 (b)
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Fig.2 XPS spectrum of the title complex 1
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Fig.4 View of the self-assembly 2D porous superamolecular architecture through hydrogen bonding

interactions for the complex 1

Fig. 5 ORTEP drawing of the complex 2(displacement ellipsoids are drawn at the 30% probability level)
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Fig.6 View of the self-assembly 2-D superamolecular architecture through hydrogen bonding interactions
for the complex 2.
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Fig. 8 View of the self-assembly 3-D superamolecular architecture through hydrogen bonding and 7-t

interactions for the complex 3.

Bond valence sum calculations of manganese atoms in complex1 is fellowing:
The oxidation state Z; Z;=2%; Sj

The valences of the individual bonds Sj;,  Sij = exp[(R, -R;))/b]

Table 1. Summary of distances and valences of the individual bonds

atom | Mni-Oj distances A Sij Oxidation state Z;
Mn1-03 2.087(4) 0.448 2.068
Mn1-09 2.169(3) 0.359
Mnl | Mnl-O8#1 2.197(3) 0.333
Mn1-02 2.201(3) 0.329
Mn1-O1 2.218(3) 0.315
Mn1-O7#2 2.256(3) 0.284
Mn2-08#1 1.901(3) 0.741 3.304
Mn2-O8#2 1.901(3) 0.741
Mn2-O7#1 1.920(3) 0.704
Mn2 | Mn2-O7#2 1.920(3) 0.704
Mn2-010 2.372(8) 0.207
Mn2-O10#3 2.372(8) 0.207
R,=1.79 for Mn-O; Symmetry transformations used to generate equivalent atoms: for 1, #1 -x+1,-y+2,-z; #2 x-1,y.z: #3 -X,-y+2,-2
Lo = Npg® A (1
’ kT B

A=280+182exp(~] 4%T) +270exp(— 26%T) +28exp(— 44%r) +182exp(— 4%r)

+ l38exp(_16%T) +28exp(~ 34%T)+ 10exp(— 404/ )+ 13Zexp(2%T) +120exp(— IS%T)
+10exp(— 32%7.) +2exp(~ 36‘%1") +38exp(~ ZO%T) +2exp(—30/ o) +10exp(— ZZ%T)
B=15+13exp(" 147/ 1)+ 44exp( 267/ )+ Texp( 447/ 1) +13exp( 47/ ) +18exp( 167/ )

+7exp(” 34%T) +5exp(—40/ ) T1lexp(” Z%T) +3exp(—30/ o) T18exp(” IS%T)

+6exp(” 32%T) +3exp(” 36%T) +12exp(™ ZO%T) +5exp(T ZZ%T)

IM =ZZCu +an3 (2)
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