Very strong chalcogen bonding: Is oxygen in molecules capable of forming it?
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Supplementary Information

Table S1. The uncorrected and BSSE corrected binding energies and selected geometrical properties of all the 34 O-bonded complexes, obtained with [MP2/aug-cc-pvTZ].a
	No.
	Complex
	Bond
	b
	2b
	Hb
	

	1
	F2O2···F–
	
	0.095
	0.346
	-0.017
	0.458

	2
	F2O2···Cl–
	
	0.070
	0.169
	-0.012
	0.470

	3
	F2O2···Br–
	
	0.063
	0.143
	-0.010
	0.473

	4
	F2O2···CN–
	
	0.112
	0.135
	-0.042
	0.501

	5
	F2O2···NC–
	
	0.015
	0.066
	0.003
	0.090

	6
	(CN)2O···NO3–
	
	0.025
	0.078
	0.000
	0.076

	
	
	
	0.016
	0.057
	0.001
	0.045

	7
	F2O···F–
	
	0.253
	0.416
	-0.150
	0.856

	8
	F2O···Cl–
	
	0.011
	0.189
	-0.040
	0.690

	9
	F2O···Br–
	
	0.097
	0.150
	-0.032
	0.628

	10
	F2O···NCO–
	
	0.094
	0.216
	-0.023
	0.460

	11
	F2O···NCO–
	
	0.021
	0.090
	0.003
	0.125

	12
	F2O···SCN–
	
	0.080
	0.122
	-0.022
	0.486

	13
	F2O···NCS–
	
	0.011
	0.052
	0.002
	0.040

	14
	F2O···Br3–
	
	0.010
	0.039
	0.002
	0.067

	
	
	
	0.010
	0.041
	0.002
	0.062

	15
	NCFO···F–
	
	0.107
	0.354
	-0.025
	0.533

	16
	NCFO···Cl–
	
	0.079
	0.171
	-0.017
	0.541

	17
	NCFO···Br–
	
	0.070
	0.143
	-0.014
	0.537

	18
	Cl2O···F–
	
	0.105
	0.367
	-0.023
	0.510

	19
	Cl2O···Cl–
	
	0.109
	0.188
	-0.038
	0.653

	20
	Cl2O···Br–
	
	0.100
	0.146
	-0.036
	0.674

	21
	Cl2O···NCO–
	
	0.113
	0.245
	-0.034
	0.519

	22
	Cl2O···OCN–
	
	0.014
	0.067
	0.003
	0.075

	23
	Cl2O···SCN–
	
	0.084
	0.126
	-0.024
	0.495

	24
	Cl2O···NCS–
	
	0.080
	0.212
	-0.017
	0.386

	25
	Cl2O···Br3–
	
	0.011
	0.045
	0.002
	0.068

	
	
	
	0.008
	0.029
	0.001
	0.050

	26
	Br2O···F–
	
	0.113
	0.400
	-0.028
	0.529

	27
	Br2O···Cl–
	
	0.103
	0.020
	-0.033
	0.622

	28
	Br2O···Br–
	
	0.097
	0.149
	-0.034
	0.655

	29
	Br2O···SCN–
	
	0.180
	-0.258
	-0.166
	0.896

	
	
	
	0.019
	0.053
	0.000
	0.099

	30
	Br2O···NCS–
	
	0.180
	-0.258
	-0.166
	0.896

	
	
	
	0.019
	0.053
	0.000
	0.099

	31
	Br(NCS)O···Br–
	
	0.081
	0.155
	-0.122
	0.572

	32
	Br2O···NCO–
	
	0.106
	0.242
	-0.030
	0.495
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