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Cartesian coordinate

allene cation (1)

Charge = 1 Multiplicity = 2

E(UB3LYP) = -116.323622518 A.U.
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vinylmethylene cation (2)

Charge = 1 Multiplicity =2

E(UB3LYP) =-116.284317356 A.U.

C -1.125422 0.229727 0.000000
H -2.091283 -0.275391 0.000000
H -1.128000 1.318571 0.000000
C 0.057963 -0.497228 0.000000
C 1.240905 0.184268 0.000000
H 1.602333 1.211241 0.000000
H 0.049897 -1.587042 0.000000

propyne cation (3)

Charge = 1 Multiplicity = 2

E(UB3LYP) =-116.296565330 A.U.

C -1.232606 0.007937 -0.012568
H -1.555199 -0.269217 1.018878
H -1.651818 0.994844 -0.238586
C 0.183438 0.001154 -0.016132
C 1.435001 -0.014527 0.000786
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cyclopropene cation (4)
Charge = 1 Multiplicity = 2
E(UB3LYP) =-116.284347247 A.U.
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H.CCCH" (5)
Charge = 1 Multiplicity =1
E(RB3LYP) =-115.697732958 A.U.
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c-C3Hs" (6)
Charge = 1 Multiplicity = 1
E(RB3LYP) = -115.739761309 A.U.
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HCCCH™ (7)
Charge = 1 Multiplicity = 2
E(UB3LYP) =-115.021974050 A.U.
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-0.001432
-0.028779
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Charge = 0 Multiplicity = 2
E(UB3LYP) =-0.500272784186 A.U.
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Charge = 0 Multiplicity =1
E(RB3LYP) =-1.17853935735 A.U.

-0.071397 0.000000 0.000000
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TS(L/2)

Charge = 1 Multiplicity = 2
E(UB3LYP) =-116.270340676 A.U.
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TS(1/3)

-1.247153
-1.985691
-1.562934
0.112388
1.298574
2.341210
0.431100
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-0.719979
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Charge = 1 Multiplicity = 2
E(UB3LYP) =-116.253976174 A.U.
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TS(2/4)
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Charge = 1 Multiplicity = 2
E(UB3LYP) = -116.278553618 A.U.
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TS(3/4)

Charge = 1 Multiplicity = 2
E(UB3LYP) =-116.203055284 A.U.
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Charge = 1 Multiplicity = 2
E(UB3LYP) =-116.201723652 A.U.
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TS(4/6)
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Charge = 1 Multiplicity = 2
E(UB3LYP) =-116.239268968 A.U.
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