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Supplementary data

Table 1s    Energies Of Geometry-Optimized Iminoamine Bases (a.u.)
Compound              E(B3-LYP/6-31+G**)      E(B3-LYP/6-31+G**)     Thermal Energy at 298K

                                       // HF/6-31G**              // B3-LYP/6-31+G**      (HF/3-21G // HF/3-21G)

                                 neutral           cation        neutral         cation         neutral         cation

  1  G[1]                -150.02235    -150.39877  -150.02400   -150.40017    0.065675      0.081706

  2  G[3]                -227.42271    -227.82627  -227.42528   -227.82833    0.103657      0.120049

  3  G[5]                -304.83306    -305.24702  -304.83672   -305.24950    0.141883      0.158026

  4  G[7]                -382.24474    -382.66541  -382.24958   -382.66840    0.180162      0.195975

  5  G[9]                -459.65684    -460.08261  -459.66293   -460.08616    0.218456      0.233904

  6  G[11]                                                        -537.07644   -537.50306    0.256756      0.271798
  7  G[1](10)         -205.39419    -205.78421  -205.39646   -205.78671    0.084831       0.100579

  8  G[3](10)         -282.79227    -283.20439  -282.79548   -283.20715    0.123021       0.139441
  9  G[3](30)         -282.78821    -283.20439  -282.79146   -283.20715    0.123178       0.139441

10  G[3](12)         -360.19030    -360.61856  -360.19441   -360.62177     0.161293      0.177769
11  G[5](30)         -360.19141    -360.61856  -360.19571   -360.62177     0.161458      0.177769

12  G[5](32)         -437.59515    -438.02769  -437.60066    -438.03126    0.199507      0.215719

13  G[9](54)         -669.83017    -670.27352   -669.83961   -670.27917    0.314284      0.329800

14  G[3](30)(10)   -338.16443    -338.57988   -338.16811  -338.58318     0.143150      0.158776

15  G[5](30)(10)   -415.56237    -415.99206   -415.56708   -415.99601    0.180916      0.197192

16  G[5](50)(30)   -415.55924    -415.99206   -415.56411   -415.99601    0.180794      0.197192

17  G[3](30)(12)   -415.55580    -415.99206   -415.56037   -415.99601    0.180693      0.197192

18  G[7](50)(30)   -492.96343    -493.40167   -492.96971   -493.40613    0.218743      0.235369

19  G[5](30)(12)   -492.95828    -493.40167   -492.96391   -493.40613    0.219029      0.235369

20  G[7](52)(32)   -647.76589    -648.21386   -647.77420   -648.21918    0.294964      0.311052

21  G[5](32)(22)* -531.03167    -531.48629   -531.03957   -531.49161    0.224563      0.241744

Table 2s      N...N Distances In The Geometry-Optimized Cations For

                      Singly- and Doubly-Branched Iminoamine Bases (Å)
                                          HF/6-31G**                                B3-LYP/6-31+G**

  7                               2.288*3                                               2.316, 2.317, 2.317

  8                               2.272, 4.224, 4.734                             2.301, 4.255, 4.783

  9                               2.272, 4.224, 4.734                             2.301, 4.225, 4.783
10                               4.183, 4.721, 6.423                             4.219, 4.768, 6.509

11                               4.183, 4.721, 6.423                             4.219, 4.768, 6.509

12                               6.379*3                                               6.452*3

13                              10.566*3                                            10.716*3

14        2.278*2, 2.904, 4.278*2, 4.710                     2.309*2, 2.906, 4.310*2, 4.759 

15        2.269, 4.688, 6.608, 4.158, 4.787, 4.307    2.302, 4.187, 4.327, 4.738, 4.845, 6.674 

16        2.269, 4.688, 6.608, 4.158, 4.787, 4.307    2.302, 4.187, 4.327, 4.738, 4.845, 6.674   

17        2.269, 4.688, 6.608, 4.158, 4.787, 4.307    2.302, 4.187, 4.327, 4.738, 4.845, 6.674  

18       4.159*2, 4.662, 5.846, 6.644*2                     4.193*2, 4.719, 5.934, 6.687*2

19       4.159*2, 4.662, 5.846, 6.644*2                     4.193*2, 4.719, 5.934, 6.687*2

20        5.316*2, 5.527, 8.924*2, 9.307                    5.327*2, 5.581, 8.998*2,9.424 

21   2.727, 5.193, 5.264, 6.250, 6.304, 7.159         2.663, 5.263, 5.274, 6.328, 6.334, 7.231
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