PBE1PBE/CC-PVDZ energies and geometries for N18C6H6 isomers
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Isomer T3

Isomer T4
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N -1.208552 0.697758 -0.221033
C 0.000000 1.369860 0.260830
N 1.208552 0.697758 -0.221033
C 1.186333 -0.684930 0.260830
N 0.000000 1.373438 1.734044
N 1.189432 -0.686719 1.734044
N -1.189432 -0.686719 1.734044
N 0.000000 -1.319564 2.257064
N 1.142776 0.659782 2.257064
N -1.142776 0.659782 2.257064
N 0.000000 -0.862460 3.609774
N 0.746912 0.431230 3.609774
N -0.746912 0.431230 3.609774
H 0.000000 2.406447 -0.095909
H 2.084044 -1.203224 -0.095909
H -2.084044 -1.203224 -0.095909
H 0.000000 -2.411587 -2.083761
H 2.088496 1.205793 -2.083761
H -2.088496 1.205793 -2.083761
Isomer H1 -- PBE1PBE/CC-PVDZ = -1215.756080
N 0.000000 1.457100 -1.612468
N 1.261886 0.728550 -1.612468
N 1.261886 -0.728550 -1.612468
N 0.000000 -1.457100 -1.612468
N -1.261886 -0.728550 -1.612468
N -1.261886 0.728550 -1.612468
C 0.000000 2.314292 -0.383556
C 2.004235 1.157146 -0.383556
C 2.004235 -1.157146 -0.383556
C 0.000000 -2.314292 -0.383556
c -2.004235 -1.157146 -0.383556
c -2.004235 1.157146 -0.383556
N 2.325568 0.000000 0.421755
N 1.162784 2.014001 0.421755
N -1.162784 2.014001 0.421755
N -2.325568 0.000000 0.421755
N -1.162784 -2.014001 0.421755
N 1.162784 -2.014001 0.421755
N 1.496859 0.000000 1.619857
N 0.748429 1.296318 1.619857
N -0.748429 1.296318 1.619857
N -1.496859 0.000000 1.619857
N -0.748429 -1.296318 1.619857
N 0.748429 -1.296318 1.619857
H 0.000000 3.364929 -0.702676
H 2.914114 1.682465 -0.702676
H 2.914114 -1.682465 -0.702676
H 0.000000 -3.364929 -0.702676
H -2.914114 -1.682465 -0.702676
H -2.914114 1.682465 -0.702676
Isomer H2 -- PBE1PBE/CC-PVDZ = -1215.828431
C -0.377402 1.406946 1.588284

N -1.377581 0.367594 1.540221
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