Table S1 (Supplementary Material)

B3LYP/6-31G* calculated molecular geometries, rotational constants, energies and dipole moments and available experimental data for 1H- and 2H-  5-chlorotetrazole.a
5-chloro-1H-tetrazole

     5-chloro-2H-tetrazole



B3LYP/6-31G*


B3LYP/6-31G*

Bond lengths

N1-N2

135.2

N1-N2

132.9

N2=N3

129.4

N2-N3

132.8

N3-N4

136.5

N3=N4

131.1

N1-C5

134.9

N1=C5

132.9

N4=C5

131.2

N4-C5

135.6

N1-H6
 
101.1

N2-H6

101.3

C5-Cl7
  
170.9

C5-Cl7

171.1

Bond angles

N1-N2=N3

105.9

N1-N2-N3

115.2

N2=N3-N4

111.7

N2-N3=N4

105.6

N2-N1-C5

108.1

N2-N1=C5

  99.8

N3-N4=C5

105.2

N3=N4-C5

105.6

N1-C5=N4

109.2

N1=C5-N4

113.7

N2-N1-H6

121.3

N1-N2-H6

122.4

C5-N1-H6

130.6

N3-N2-H6

122.3

N1-C5-Cl7

123.6

N1=C5-Cl7

123.1

N4=C5-Cl7

127.2

N4-C5-Cl7

123.2

Rotational constants

A

10345.18    



10273.98
B

  2163.25     



  2192.25
C

  1789.13


  
  1806.73
Energies

E
                  -1884683.91


                     -1884697.95

ZPVE

         98.37



         99.90

Ed

         12.50



           0.00

Dipole moments



4.64



2.82

a Bond lengths in pm; angles in degrees; rotational constants in MHz; energies in kJ mol-1; dipole moments in Debyes (1 Debye= 3.33564 x 10-30 Cm); ZPVE= zero point vibrational energy. See Figure 1 for atom numbering.  b Energy relative to the most stable tautomer.

