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Table S2. Comparison of experimental and theoretical data 

Complex Characteristic Value Calc. value* Method Reference 

I-1 H
298

comp -8,3 -5,88 Heat of vaporization Palko, A. A.; Drury, J. S. The Journal of Chemical Physics 

1967, 46, 2297-2300. 
II-3 H

298
comp -29,9 -24,40 Calorimetric titration 

for Pr2Se…AlBr3 

complex 

Smolentsev, A. V.; Gol'dshtein, I. P.; Gur'yanova, E. N.; 

Kataeva, L. M.; Kocheshkov, K. A. Russian Chemical Bulletin 

1975, 24, 1565-1566 

I-2 l(Se…B) 2,101 2,073  M. Wienkenhöver, Dissertation, Universität Münster, 1985 
I-3 l(Se…B) 2,065 2,096  M. Wienkenhöver, Dissertation, Universität Münster, 1985 
I-4 l(Se…B) 2,079 2,119  M. Wienkenhöver, Dissertation, Universität Münster, 1985 

III-2 l(Se…Ga) 
l(Ga-Clnp) 

l(Ga-Clp) 

l(Se-C) 

α(Clnp-Ga-Clp) 

α(Clnp-Ga-Clnp) 

α(Se-Ga-Clnp) 

α(Se-Ga-Clp) 

α(C-Se-C) 

α(C-Se-Ga) 

2,4637(7) 
2,1606(8) 

2,1700(10) 

1,946(3) 

109,75(2) 

113,89(4) 

107,98(2) 

107,25(3) 

96,31(17) 

99,90(8) 

2,5452 
2,1568 

2,1703 

1,9400 

114,93 

117,81 

101,73 

102,11 

98,88 

98,22 

X-ray Gurnani, C.; Levason, W.; Ratnani, R.; Reid, G.; Webster, M. 

Dalton Transactions 2008, 6274-6282 

III-4 l(Se…Ga) 

l(Ga-Inp) 

l(Ga-Inp) 
l(Ga-Ip) 

α(Inp-Ga-Ip) 

 

α(Inp-Ga-Inp) 

α(Se-Ga-Inp) 

 
α(Se-Ga-Ip) 

2,479(2) 

2,5209(2) 

2,5222(2) 
2,5277(2) 

115,14(6) 

114,28(7) 

113,31(6) 

102,63(7) 

102,69(7) 
106,98(7) 

2,5591 

2,5330 

2,5330 
2,5449 

115,26 

115,26 

117,53 

100,53 

100,53 
103,98 

X-ray Mishra, S.; Jeanneau, E.; Daniele, S. Polyhedron 2010, 29, 

500-506 

IV-3 l(Se…In) 
l(In-Clnp) 

l(In-Clp) 

l(Se-C) 

2,6455(11) 
2,4981(7) 

2,4901(12) 

1,941(5) 

2,7672 
2,4970 

2,5143 

1,9424 

X-ray Gurnani, C.; Jura, M.; Levason, W.; Ratnani, R.; Reid, G.; 

Webster, M. Dalton Transactions 2009, 1611-1619 



α(Clnp-In-Clp) 

α(Clnp-In-Clnp) 

α(Se-In-Clnp) 

α(Se-In-Clp) 

α(C-Se-C) 

α(C-Se-In) 

110,92(2) 

112,61(4) 

106,26(2) 

109,63(3) 

96,3(3) 

99,58(17) 

115,73 

119,65 

100,59 

98,82 

98,69 

98,19 

* The value calculated within this work 

 


