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Fig. 5 Equilibrium geometries for the 1A0 state of I2CTe, 3A00 state of

I2CTe, 2B00 state of the I2CTe? cation and 2B0 state of the I2CTe- anion
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Fig. 4 Equilibrium geometries for the 1A0 state of Br2CTe, 3A00 state

of Br2CTe, 2B00 state of the Br2C=Te? cation and 2B0 state of the

Br2C=Te- anion
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Fig. 9 Equilibrium geometries

for the 1A0 state of HBrCTe, 3A00

state of HBrCTe, 2B00 state of

the HBrCTe? cation and 2B0

state of the HBrCTe- anion

Theor Chem Acc (2012) 131:1258 Page 3 of 10

123



1.097 
1.081 

HICTe (1A , Cs)

1.097 
1.079 

HICTe (3A", C1)

1.100 
1.086 

HICTe+ (2B , Cs) HICTe
–

 (2B , C1)

1.101 
1.081 

2.112 
2.115 
2.149 
2.090 

121.4 
121.6 

128.3 
129.2 
129.5 
128.9 

1.960 
1.956 
1.970 
1.940 MP2 110.3 

B3LYP 109.2 
BLYP 108.3 
BHLYP 110.0 

122.2 
121.1

1.090 
1.093 

2.095 
2.105 
2.143 
2.081 

2.048 
2.050 
2.064 

120.9 
120.0 
116.8 
122.0

118.3 
120.7 
120.7 
120.8

1.091 
1.089 

113.7 
114.4 
113.2 
115.2 

2.043

1.099 
1.094 

2.054 

2.066 

114.6 
114.7 
115.0 
114.7 117.9 

119.5 
117.4

126.1 
127.4 
125.5 1.990 

1.981 
1.995 
1.967 

118.1 

127.9 

2.043 

2.029 

2.025 
2.041 
2.045 
2.038

120.9 
121.3 
120.1 
122.6

2.183 
2.233 
2.336 
2.168 124.7 

125.0 
124.6 
125.6

105.8 
104.3 
101.4 
106.6 

1.092 
1.091 

Fig. 10 Equilibrium

geometries for the 1A0 state of

HICTe, 3A00 state of HICTe, 2B00

state of the HICTe? cation and
2B0 state of the HICTe- anion
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Fig. 13 Equilibrium

geometries for the 1A0 state of

FBrCTe, 3A00 state of FBrCTe,
2B00 state of the FBrCTe? cation

and 2B0 state of the FBrCTe-

anion
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Fig. 14 Equilibrium

geometries for the 1A0 state of

FICTe, 3A00 state of FICTe, 2B00

state of the FICTe? cation and
2B0 state of the FICTe- anion
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Fig. 16 Equilibrium

geometries for the 1A0 state of

ClBrCTe, 3A00 state of ClBrCTe,
2B00 state of the ClBrCTe?

cation and 2B0 state of the

ClBrCTe- anion
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geometries for the 1A0 state of

ClICTe, 3A00 state of ClICTe,
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and 2B0 state of the ClICTe-

anion
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geometries for the 1A0 state of

BrICTe, 3A00 state of BrICTe,
2B00 state of the BrICTe? cation

and 2B0 state of the BrICTe-

anion
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