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Table S1. Data for hydrogen bonds

Donor, D Hydrogen, H | Acceptor, A| D-H (A) H"A (A) DA (A) Angle D-H"A (°) Equivalent position for A
[1bH,][MnCl]
NI Hi Cll 0.96() | 23405 3.269(4) 163(4) 2+ X, 12~y . 2
[3bH,]CL 0.5 CH,CN
N2a HO02a Cll1 1.06 1.93 2.978(5) 168 X,Y,Z
N4a HO04a CI2 1.00 2.09 3.020(5) 154 X,Y,Z
N2b HO02b Cl3 0.91 2.16 3.020(5) 156 X,Y,Z
N4b HO04b Cl4 0.86 2.15 2.978(6) 162 I-x,1-y, 1-z
[3bH,][MnCls]H,0

NI HO1 Olw 0.89(3) 1.79(3) 2.67703) 1713) X,Y.2

N3 HO3 Cll 0853) | 23703) 3.1722) 156(2) x.y-1.2
Olw Hiw CI3 0.862) | 2.42(3) 3.19903) 151(3) X,y-1,z
Olw How I3 0853) | 2.43(3) 3.156(3) 143(2) X.y.7

[53H3]C132M€OH

NI HO1 Ola | 092(10) | 1.77(10) 2.631(10) 172(9) X,Y.2

N2 H02 Cll 0999 | 2.1009) 3.062(3) 165(7) FERE
N3 HO3 CI2 0.85(9) | 2.2009) 3.034(3) 166(9) X, 12ty , 1z
N4 HO4 I3 0.9309) | 2.22(9) 3.144(8) 171(9) X.y.7

N5 HO5 CI3 1.1209) | 2.0909) 3.163(3) 159(7) X.,Y.z

N6 HO6 Cll 0.99(10) | 2.19(10) 3.075(8) 149(7) EREIAE
Ola Hla cn 10109) | 2.129) 3.085(7) 160(8) X, 12ty , 12
Olb Hlb CI3 1.18(8) 1.97(8) 3.127(8) 166(7) 1-x, 124y, 1z

[5bH3]BI'34 H,O

Olw Hilw Br 0893) | 2.53(3) 3.41903) 1752) 23y Utxoy 13z
Olw H12w Br 0.903) | 2.46(2) 3.34002) 166(2) Ix, 1y, 1z
N1 HO1 Olw 0.98 1.79 2.732(5) 161 l-xty,1-x,z
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Fig. S1. Thermal ellipsoids (at 50% probability) and atomic numbering scheme for [1bH,][MnCly]

Fig. S2. Thermal ellipsoids (at 50% probability) and atomic numbering scheme for the cation in
[3bH,]Cl, 0.5 CH3CN
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Fig. S3. Thermal ellipsoids (at 50% probability) and atomic numbering scheme for the cation in
[3bH,][MnCl4]H,O

Fig. S4. Thermal ellipsoids (at 50% probability) and atomic numbering scheme for the complex in
[Cu(4b),](PFs).CH3CN
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Fig. S5. Thermal ellipsoids (at 50% probability) and atomic numbering scheme for the cation in
[5&H3]C132M€OH
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Fig. S6. Thermal ellipsoids (at 50% probability) and atomic numbering scheme for the cation in
[5bH3]BI'34 Hzo



