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1.  Energies and ZPE corrections computed at the B3-LYP/6-31G* level.

Raw data in Hartrees. 

Apc


Energy 
ZPE 

2.12a
-211.8989623
0.113855

2.12b 
-211.8821801
0.111146

2.12c
-211.9011211
0.111353

ApcH+


Energy
ZPE 

2.14a
-212.2540346
0.127968

2.14b 
-212.2446752
0.126116

2.14c
-212.2557608
0.126104

2.  Co-ordinates and atomic spin densities computed at the B3-LYP/6-31G* level.

1. The aminocyclopropylmethyl radical (2.11a).


Label
Spin
x
y
z

1
C2
0.086
1.325306
0.811870
-0.331872

2
C3
-0.066
0.293063
-0.008525
0.453411

3
H3
0.012
0.194253
0.288032
1.500327

4
C1
0.014
1.628185
-0.604914
0.074210

5
C4
0.834
-0.945975
-0.511740
-0.160349

6
H2a
0.007
1.838293
1.620293
0.184346

7
H2b
-0.003
1.108766
1.011397
-1.377487

8
H1a
0
1.631402
-1.367980
-0.700877

9
H1b
0
2.357291
-0.776542
0.861569

10
N1
0.152
-2.123390
0.251962
-0.031977

11
H(Na)
0
-2.968155
-0.268266
-0.250518

12
H4
-0.03
-0.878979
-1.078714
-1.086975

13
H(Nb)
0
-2.222610
0.687906
0.881053

2.  Transition state for ring opening of the aminocyclopropylmethyl radical (2.11b).


Label
Spin
x
y
z

1
C1
-0.010
1.523904
-0.645055
0.054580

2
C2
0.609
1.683805
0.799548
-0.252323

3
C3
-0.198
0.173731
-0.152663
0.456960

4
H2a
-0.026
1.497214
1.165898
-1.254009

5
H2b
-0.024
2.128424
1.477090
0.467663

6
C4
0.562
-0.983547
-0.326782
-0.293870

7
H1a
0.003
1.525048
-1.316613
-0.807428

8
H5
0.010
0.082158
0.235853
1.469044

9
H1b
0
2.145149
-1.051118
0.855904

10
H(Na)
0.010
-2.825632
0.460954
-0.689019

11
H4
-0.029
-0.958586
-0.863596
-1.238301

12
N
0.090
-2.251248
0.141142
0.085127

13
H(Nb)
0
-2.222402
0.853244
0.808173

3.  The ring-opened aminocyclopropylmethyl radical (2.11c).


Label
Spin
x
y
z

1
N1
0
-2.439960
-0.161655
0.002551

2
C4
0.005
-1.136142
0.302596
-0.214098

3
H(Na)
0
-2.482396
-1.055890
0.480787

4
H(Nb)
0
-3.014991
-0.181356
-0.832546

5
C3
0.012
-0.022654
-0.121867
0.399509

6
H4
0
-1.089632
1.141800
-0.907795

7
H3
0
-0.077142
-0.966475
1.088082

8
C1
-0.080
1.336279
0.505383
0.207976

9
C2
1.090
2.371141
-0.450564
-0.297928

10
H1a
0.013
1.692108
0.949105
1.151838

11
H1b
0.058
1.233566
1.361623
-0.485924

12
H2a
-0.050
2.103827
-1.211439
-1.024996

13
H2b
-0.051
3.422638
-0.319066
-0.060060

4.  The protonated aminocyclopropylmethyl radical (2.14a).


Label
Spin
x
y
z

1
C1
0.0348
-1.697051
-0.610093
0.072907

2
C3
-0.0538
-0.329223
-0.033255
0.433864

3
H2a
0.0060
-0.173551
0.206780
1.485076

4
H2b
0.005
-1.288546
1.078644
-1.306848

5
C4
0.889
0.833384
-0.462690
-0.298600

6
H1a
0.002
-2.343358
-0.847813
0.912144

7
H1b
0
-1.725632
-1.336110
-0.734924

8
C2
0.152
-1.451046
0.811056
-0.267289

9
H3
0.004
-1.889815
1.592069
0.346622

10
H4
-0.039
0.814453
-0.824747
-1.319828

11
N1
-0.039
2.145513
0.144733
0.066859

12
H(Na)
.0047
2.252148
0.198126
1.088962

13
H(Nb)
.0389
2.269960
1.106677
-0.294301

14
H(Nc)
.0026
2.929370
-0.416862
-0.290209

5.  The transition state for ring-opening of the protonated aminocyclopropylmethyl radical (2.14b).


Label
Spin
x
y
z

1
C1
-0.027
-1.614316
-0.623956
0.037739

2
C3
-0.117
0.232782
-0.212647
0.448594

3
H3
0.007
-0.114475
0.135473
1.472991

4
H2a
-0.029
-1.515369
1.229425
-1.200723

5
C4
0.540
0.879987
-0.400250
-0.338039

6
H1a
0.008
-2.227056
-1.019298
0.847585

7
H1b
0.007
-1.655488
-1.260094
-0.846648

8
C2
0.6621
-1.711349
0.830605
-0.212403

9
H2b
-0.027
-2.072339
1.508257
0.553252

10
H4
0.026
0.896325
-0.810632
-1.338868

11
N1
0.025
2.175163
0.218896
0.056895

12
H(Na)
0
2.179286
0.456188
1.057104

13
H(Nb)
0.023
2.390146
1.088951
-0.457191

14
H(Nc)
0.004
2.963594
-0.423056
-0.101117

6.  The ring-opened protonated aminocyclopropylmethyl radical (2.14c).


Label
Spin
x
y
z

1
H(Na)
0.000
-3.055648
0.394096
0.252593

2
N1
-0.001
-2.337746
-0.305692
0.016337

3
C4
0.039
-1.021640
0.327391
-0.293179

4
H(Nb)
0.002
-2.700575
-0.852304
-0.778081

5
H(Nc)
0.000
-2.261420
-0.946200
0.817077

6
C3
0.03
0.059804
0.037738
0.424853

7
H4
-0.001
-1.076383
1.006837
-1.134989

8
H3
0.000
-0.004701
-0.669136
1.253689

9
C1
-0.068
1.434788
0.594386
0.134881

10
H1a
0.006
1.806623
1.085187
1.042367

11
H1b
0.024
1.363334
1.361217
-0.647445

12
C2
1.067
2.351554
-0.518514
-0.277299

13
H2a
-0.050
3.087113
-0.923793
0.407522

14
H2b
-0.049
2.258848
-0.962069
-1.262628

