
H6Si2  B3LYP/6-31G*
 
 

EQ0
0.0 kJ/mol

UDC0
341.5 kJ/mol
  H3Si  H3Si

UDC1
426.0 kJ/mol
  H5Si2  H

TS0
  3.8 kJ/mol

TS1
189.9 kJ/mol

TS2
198.7 kJ/mol

TS3
239.6 kJ/mol

EQ1
188.9 kJ/mol

UDC2
548.5 kJ/mol
  H5Si2  H

UDC3
552.2 kJ/mol

  H5Si2  H

TS4
189.3 kJ/mol

TS5
191.2 kJ/mol

TS6
221.4 kJ/mol

TS7
201.3 kJ/mol

TS8
410.0 kJ/mol

EQ2
198.1 kJ/mol

TS9
330.8 kJ/mol

TS10
429.4 kJ/mol

EQ3
227.6 kJ/mol

UDC4
241.7 kJ/mol
  H4Si2  H  H

UDC5
638.2 kJ/mol
  H5Si2  H

TS11
231.5 kJ/mol

TS12
237.9 kJ/mol

TS13
382.0 kJ/mol

EQ4
400.8 kJ/mol

TS14
414.1 kJ/mol

TS15
403.2 kJ/mol

TS16
402.1 kJ/mol

EQ5
402.8 kJ/mol

TS17
403.1 kJ/mol

DDC0
324.4 kJ/mol
  H5Si2  H

DDC1
310.9 kJ/mol
  H4Si2  H  H

DDC2
361.0 kJ/mol
  H4Si2  H  H

DDC3
330.8 kJ/mol
  H5Si2  H

DDC4
253.5 kJ/mol
  H4Si2  H  H

DDC5
240.3 kJ/mol
  H4Si2  H  H

TS18
328.4 kJ/mol

DDC6
276.8 kJ/mol
  H4Si2  H  H

DDC7
324.9 kJ/mol
  H4Si2  H  H

TS19
404.4 kJ/mol

TS20
416.2 kJ/mol

xx2

xx1


