Electronic Supplementary Material (ESI) for Inorganic Chemistry Frontiers.
This journal is © the Partner Organisations 2022

89

Angstrom From PcYcyclen+ complex with B3LYP/6-31G**+LANL2DZ
Y 0. 0. -0.1012410355

N  2.0047938757 0.0035216883 -1.3064411541

N -0.0035216883 2.0047938757 -1.3064411541
-2.0047938757 -0.0035216883 -1.3064411541

0.0035216883  -2.0047938757 -1.3064411541

=2 2

N  2.3948134861 -2.3845585263 -1.4847077145
N  2.3845585263  2.3948134861 -1.4847077145
N  -2.3948134861 2.3845585263 -1.4847077145
N -2.3845585263 -2.3948134861 -1.4847077145
C 2.7894772202 -1.1100837787 -1.4692345062
C 1.1100837787 2.7894772202 -1.4692345062
C -2.7894772202 1.1100837787 -1.4692345062
C -1.1100837787 -2.7894772202 -1.4692345062
C 2.783433819 1.1219575459  -1.4707254465

C -1.1219575459 2.783433819 -1.4707254465
C -2.783433819 -1.1219575459 -1.4707254465
C 1.1219575459 -2.783433819 -1.4707254465
C 4.174542792 -0.6963997546  -1.6695325841
C 4.1705774828 0.7150013774 -1.6704806584
C 0.7150013774 -4.1705774828 -1.6704806584
C -0.6963997546  -4.174542792 -1.6695325841
C 0.6963997546 4.174542792  -1.6695325841

C -0.7150013774 4.1705774828 -1.6704806584
C -4.1705774828 -0.7150013774 -1.6704806584
C -4.174542792 0.6963997546  -1.6695325841
C 5.352860254 -1.4162096029 -1.8717731927

C 5.3449535836 1.4411687308 -1.8736023871
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