
BLYP SINGLET -2017.749893

C 0.000000 1.242032 -1.924913
C 0.000000 0.000000 -2.586988
C 0.000000 -1.242032 -1.924913
N 0.000000 -1.413313 -0.604817
N 0.000000 1.413313 -0.604817
Cu 0.000000 0.000000 0.640944
O 0.000000 0.695900 2.367299
O 0.000000 -0.695900 2.367299
H 0.000000 0.000000 -3.674211
H 0.000000 2.386914 -0.301597
H 0.000000 -2.386914 -0.301597
H 0.000000 2.144481 -2.549209
H 0.000000 -2.144481 -2.549209

BLYP TRIPLET -2017.741917

C 0.000000 1.252718 -1.950368
C 0.000000 0.000000 -2.597503
C 0.000000 -1.252718 -1.950368
N 0.000000 -1.449673 -0.632138
N 0.000000 1.449673 -0.632138
Cu 0.000000 0.000000 0.608822
O 0.000000 0.669641 2.487147
O 0.000000 -0.669641 2.487147
H 0.000000 0.000000 -3.685609
H 0.000000 2.434449 -0.364646
H 0.000000 -2.434449 -0.364646
H 0.000000 2.140133 -2.597953
H 0.000000 -2.140133 -2.597953

BLYP MECP -2017.741582

C 0.000000 1.250595 1.915730
C 0.000000 0.000000 2.565949
C 0.000000 -1.250595 1.915730
N 0.000000 -1.442350 0.597061
Cu 0.000000 0.000000 -0.647795
N 0.000000 1.442350 0.597061
O 0.000000 0.674474 -2.491461
O 0.000000 -0.674474 -2.491461
H 0.000000 0.000000 3.653925
H 0.000000 2.425241 0.322919
H 0.000000 -2.425241 0.322919
H 0.000000 2.141015 2.558919
H 0.000000 -2.141015 2.558919



B3LYP SINGLET -2017.765443

C 0.000000 1.232254 -1.907014
C 0.000000 0.000000 -2.568352
C 0.000000 -1.232254 -1.907014
N 0.000000 -1.403973 -0.600032
Cu 0.000000 0.000000 0.643138
N 0.000000 1.403973 -0.600032
O 0.000000 0.679053 2.334754
O 0.000000 -0.679053 2.334754
H 0.000000 0.000000 -3.648916
H 0.000000 2.370826 -0.302591
H 0.000000 -2.370826 -0.302591
H 0.000000 2.128275 -2.529124
H 0.000000 -2.128275 -2.529124

B3LYP TRIPLET -2017.769367

C 0.000000 1.242034 -1.940679
C 0.000000 0.000000 -2.588594
C 0.000000 -1.242034 -1.940679
N 0.000000 -1.437531 -0.635755
N 0.000000 1.437531 -0.635755
Cu 0.000000 0.000000 0.614160
O 0.000000 0.655187 2.468390
O 0.000000 -0.655187 2.468390
H 0.000000 0.000000 -3.669982
H 0.000000 2.414925 -0.372838
H 0.000000 -2.414925 -0.372838
H 0.000000 2.124024 -2.584469
H 0.000000 -2.124024 -2.584469

B3LYP MECP -2017.763873

C 0.000000 -1.235109 -1.916996
C 0.000000 0.000000 -2.574388
C 0.000000 1.235109 -1.916996
N 0.000000 1.413837 -0.610584
Cu 0.000000 0.000000 0.636342
N 0.000000 -1.413837 -0.610584
O 0.000000 -0.671184 2.371185
O 0.000000 0.671184 2.371185
H 0.000000 0.000000 -3.655183
H 0.000000 -2.384163 -0.323979
H 0.000000 2.384163 -0.323979
H 0.000000 -2.126987 -2.545647
H 0.000000 2.126987 -2.545647



B3LYP FULL LIGANDS SINGLET -3252.889108

C 0.000000 0.000000 -2.177649
H 0.000000 0.000000 -3.253199
Cu 0.000000 0.000000 0.899432
C 0.000000 1.295544 -1.606104
C 0.000000 2.446217 -2.688772
C 0.000000 2.725030 0.442530
C 0.000000 5.059614 2.004557
N 0.000000 1.466118 -0.277274
O 0.000000 0.689260 2.591497
H 0.000000 5.977562 2.608223
C 0.000000 3.915865 -2.179398
H 0.000000 4.572488 -3.066542
C 0.000000 -1.295544 -1.606104
C 0.000000 -2.446217 -2.688772
C 0.000000 -2.725030 0.442530
C 0.000000 -5.059614 2.004557
N 0.000000 -1.466118 -0.277274
O 0.000000 -0.689260 2.591497
H 0.000000 -5.977562 2.608223
C 0.000000 -3.915865 -2.179398
H 0.000000 -4.572488 -3.066542
C -1.234929 3.282249 0.854868
C -1.214745 4.464568 1.628712
C -2.592836 2.606021 0.522887
C 1.281193 2.284834 -3.573042
C -3.238881 2.041822 1.832451
C -3.577293 3.578481 -0.207183
H -2.163457 4.913897 1.948646
H -2.391726 1.754811 -0.152292
H 1.301836 3.086710 -4.328725
H 1.304862 1.320009 -4.098591
H 2.187460 2.366568 -2.954191
H 0.892150 4.151055 -1.586650
H -4.150956 1.475492 1.589129
H -3.507657 2.860191 2.517190
H -2.529314 1.375578 2.350793
H -4.506929 3.044901 -0.458482
H -3.135167 3.962766 -1.138965
H -3.834963 4.434605 0.434057
C 1.234929 3.282249 0.854868
C 1.214745 4.464568 1.628712
C 2.592836 2.606021 0.522887
C -1.281193 2.284834 -3.573042
C 3.238881 2.041822 1.832451
C 3.577293 3.578481 -0.207183
H 2.163457 4.913897 1.948646
H 2.391726 1.754811 -0.152292
H -1.301836 3.086710 -4.328725
H -1.304862 1.320009 -4.098591
H -2.187460 2.366568 -2.954191
H -0.892150 4.151055 -1.586650
H 4.150956 1.475492 1.589129
H 3.507657 2.860191 2.517190
H 2.529314 1.375578 2.350793
H 4.506929 3.044901 -0.458482
H 3.135167 3.962766 -1.138965
H 3.834963 4.434605 0.434057
C -1.234929 -3.282249 0.854868
C -1.214745 -4.464568 1.628712
C -2.592836 -2.606021 0.522887
C 1.281193 -2.284834 -3.573042
C -3.238881 -2.041822 1.832451
C -3.577293 -3.578481 -0.207183
H -2.163457 -4.913897 1.948646
H -2.391726 -1.754811 -0.152292
H 1.301836 -3.086710 -4.328725
H 1.304862 -1.320009 -4.098591
H 2.187460 -2.366568 -2.954191



H 0.892150 -4.151055 -1.586650
H -4.150956 -1.475492 1.589129
H -3.507657 -2.860191 2.517190
H -2.529314 -1.375578 2.350793
H -4.506929 -3.044901 -0.458482
H -3.135167 -3.962766 -1.138965
H -3.834963 -4.434605 0.434057
C 1.234929 -3.282249 0.854868
C 1.214745 -4.464568 1.628712
C 2.592836 -2.606021 0.522887
C -1.281193 -2.284834 -3.573042
C 3.238881 -2.041822 1.832451
C 3.577293 -3.578481 -0.207183
H 2.163457 -4.913897 1.948646
H 2.391726 -1.754811 -0.152292
H -1.301836 -3.086710 -4.328725
H -1.304862 -1.320009 -4.098591
H -2.187460 -2.366568 -2.954191
H -0.892150 -4.151055 -1.586650
H 4.150956 -1.475492 1.589129
H 3.507657 -2.860191 2.517190
H 2.529314 -1.375578 2.350793
H 4.506929 -3.044901 -0.458482
H 3.135167 -3.962766 -1.138965
H 3.834963 -4.434605 0.434057

B3LYP FULL LIGANDS TRIPLET -3252.887724

C 0.000000 0.000000 -2.180266
H 0.000000 0.000000 -3.256567
Cu 0.000000 0.000000 0.895402
C 0.000000 1.304853 -1.618857
C 0.000000 2.445724 -2.710255
C 0.000000 2.738931 0.435260
C 0.000000 5.027411 2.074819
N 0.000000 1.487906 -0.291820
O 0.000000 0.660489 2.775535
H 0.000000 5.924506 2.708812
C 0.000000 3.914889 -2.199791
H 0.000000 4.575132 -3.084133
C 0.000000 -1.304853 -1.618857
C 0.000000 -2.445724 -2.710255
C 0.000000 -2.738931 0.435260
C 0.000000 -5.027411 2.074819
N 0.000000 -1.487906 -0.291820
O 0.000000 -0.660489 2.775535
H 0.000000 -5.924506 2.708812
C 0.000000 -3.914889 -2.199791
H 0.000000 -4.575132 -3.084133
C -1.233686 3.290729 0.862879
C -1.214001 4.445974 1.676496
C -2.593311 2.636132 0.495251
C 1.280131 2.283987 -3.595330
C -3.274017 2.050541 1.777516
C -3.555019 3.636948 -0.227010
H -2.163151 4.886552 2.007428
H -2.389171 1.798713 -0.195839
H 1.299272 3.081514 -4.355701
H 1.304994 1.316052 -4.114960
H 2.186935 2.370363 -2.977952
H 0.891761 4.148346 -1.605804
H -4.193125 1.509901 1.503895
H -3.537926 2.853930 2.481674
H -2.592881 1.352964 2.292435
H -4.489364 3.122728 -0.500350
H -3.095217 4.032225 -1.145352
H -3.806994 4.484374 0.427950
C 1.233686 3.290729 0.862879
C 1.214001 4.445974 1.676496
C 2.593311 2.636132 0.495251



C -1.280131 2.283987 -3.595330
C 3.274017 2.050541 1.777516
C 3.555019 3.636948 -0.227010
H 2.163151 4.886552 2.007428
H 2.389171 1.798713 -0.195839
H -1.299272 3.081514 -4.355701
H -1.304994 1.316052 -4.114960
H -2.186935 2.370363 -2.977952
H -0.891761 4.148346 -1.605804
H 4.193125 1.509901 1.503895
H 3.537926 2.853930 2.481674
H 2.592881 1.352964 2.292435
H 4.489364 3.122728 -0.500350
H 3.095217 4.032225 -1.145352
H 3.806994 4.484374 0.427950
C -1.233686 -3.290729 0.862879
C -1.214001 -4.445974 1.676496
C -2.593311 -2.636132 0.495251
C 1.280131 -2.283987 -3.595330
C -3.274017 -2.050541 1.777516
C -3.555019 -3.636948 -0.227010
H -2.163151 -4.886552 2.007428
H -2.389171 -1.798713 -0.195839
H 1.299272 -3.081514 -4.355701
H 1.304994 -1.316052 -4.114960
H 2.186935 -2.370363 -2.977952
H 0.891761 -4.148346 -1.605804
H -4.193125 -1.509901 1.503895
H -3.537926 -2.853930 2.481674
H -2.592881 -1.352964 2.292435
H -4.489364 -3.122728 -0.500350
H -3.095217 -4.032225 -1.145352
H -3.806994 -4.484374 0.427950
C 1.233686 -3.290729 0.862879
C 1.214001 -4.445974 1.676496
C 2.593311 -2.636132 0.495251
C -1.280131 -2.283987 -3.595330
C 3.274017 -2.050541 1.777516
C 3.555019 -3.636948 -0.227010
H 2.163151 -4.886552 2.007428
H 2.389171 -1.798713 -0.195839
H -1.299272 -3.081514 -4.355701
H -1.304994 -1.316052 -4.114960
H -2.186935 -2.370363 -2.977952
H -0.891761 -4.148346 -1.605804
H 4.193125 -1.509901 1.503895
H 3.537926 -2.853930 2.481674
H 2.592881 -1.352964 2.292435
H 4.489364 -3.122728 -0.500350
H 3.095217 -4.032225 -1.145352
H 3.806994 -4.484374 0.427950



BLYP FULL LIGANDS SINGLET -3252.002424

C 0.000000 0.000000 -2.194722
H 0.000000 0.000000 -3.277599
Cu 0.000000 0.000000 0.903096
C 0.000000 1.306291 -1.623232
C 0.000000 2.468300 -2.717822
C 0.000000 2.748487 0.445195
C 0.000000 5.114586 2.004932
N 0.000000 1.479855 -0.279915
O 0.000000 0.708559 2.630388
H 0.000000 6.043734 2.606085
C 0.000000 3.948802 -2.203475
H 0.000000 4.613481 -3.094905
C 0.000000 -1.306291 -1.623232
C 0.000000 -2.468300 -2.717822
C 0.000000 -2.748487 0.445195
C 0.000000 -5.114586 2.004932
N 0.000000 -1.479855 -0.279915
O 0.000000 -0.708559 2.630388
H 0.000000 -6.043734 2.606085
C 0.000000 -3.948802 -2.203475
H 0.000000 -4.613481 -3.094905
C -1.246644 3.311228 0.859530
C -1.225487 4.510593 1.631180
C -2.616926 2.624664 0.536817
C 1.291476 2.305148 -3.610752
C -3.262065 2.067146 1.866857
C -3.614368 3.594937 -0.208831
H -2.180998 4.965551 1.951107
H -2.414006 1.759650 -0.134671
H 1.309640 3.108588 -4.376756
H 1.317589 1.330258 -4.134949
H 2.205278 2.392887 -2.989557
H 0.898611 4.184686 -1.605382
H -4.178284 1.489399 1.629825
H -3.534646 2.897152 2.548855
H -2.540680 1.405157 2.391978
H -4.549960 3.051798 -0.452490
H -3.171665 3.970153 -1.153481
H -3.873948 4.465059 0.426520
C 1.246644 3.311228 0.859530
C 1.225487 4.510593 1.631180
C 2.616926 2.624664 0.536817
C -1.291476 2.305148 -3.610752
C 3.262065 2.067146 1.866857
C 3.614368 3.594937 -0.208831
H 2.180998 4.965551 1.951107
H 2.414006 1.759650 -0.134671
H -1.309640 3.108588 -4.376756
H -1.317589 1.330258 -4.134949
H -2.205278 2.392887 -2.989557
H -0.898611 4.184686 -1.605382
H 4.178284 1.489399 1.629825
H 3.534646 2.897152 2.548855
H 2.540680 1.405157 2.391978
H 4.549960 3.051798 -0.452490
H 3.171665 3.970153 -1.153481
H 3.873948 4.465059 0.426520
C -1.246644 -3.311228 0.859530
C -1.225487 -4.510593 1.631180
C -2.616926 -2.624664 0.536817
C 1.291476 -2.305148 -3.610752
C -3.262065 -2.067146 1.866857
C -3.614368 -3.594937 -0.208831
H -2.180998 -4.965551 1.951107
H -2.414006 -1.759650 -0.134671
H 1.309640 -3.108588 -4.376756
H 1.317589 -1.330258 -4.134949
H 2.205278 -2.392887 -2.989557



H 0.898611 -4.184686 -1.605382
H -4.178284 -1.489399 1.629825
H -3.534646 -2.897152 2.548855
H -2.540680 -1.405157 2.391978
H -4.549960 -3.051798 -0.452490
H -3.171665 -3.970153 -1.153481
H -3.873948 -4.465059 0.426520
C 1.246644 -3.311228 0.859530
C 1.225487 -4.510593 1.631180
C 2.616926 -2.624664 0.536817
C -1.291476 -2.305148 -3.610752
C 3.262065 -2.067146 1.866857
C 3.614368 -3.594937 -0.208831
H 2.180998 -4.965551 1.951107
H 2.414006 -1.759650 -0.134671
H -1.309640 -3.108588 -4.376756
H -1.317589 -1.330258 -4.134949
H -2.205278 -2.392887 -2.989557
H -0.898611 -4.184686 -1.605382
H 4.178284 -1.489399 1.629825
H 3.534646 -2.897152 2.548855
H 2.540680 -1.405157 2.391978
H 4.549960 -3.051798 -0.452490
H 3.171665 -3.970153 -1.153481
H 3.873948 -4.465059 0.426520

BLYP FULL LIGANDS TRIPLET -3251.988870

C 0.000000 0.000000 -2.192595
H 0.000000 0.000000 -3.276272
Cu 0.000000 0.000000 0.886876
C 0.000000 1.316804 -1.632950
C 0.000000 2.467624 -2.737630
C 0.000000 2.765010 0.441884
C 0.000000 5.075607 2.095176
N 0.000000 1.505349 -0.291241
O 0.000000 0.676639 2.790597
H 0.000000 5.980033 2.732612
C 0.000000 3.948023 -2.222930
H 0.000000 4.615961 -3.111808
C 0.000000 -1.316804 -1.632950
C 0.000000 -2.467624 -2.737630
C 0.000000 -2.765010 0.441884
C 0.000000 -5.075607 2.095176
N 0.000000 -1.505349 -0.291241
O 0.000000 -0.676639 2.790597
H 0.000000 -5.980033 2.732612
C 0.000000 -3.948023 -2.222930
H 0.000000 -4.615961 -3.111808
C -1.245289 3.320807 0.874534
C -1.224595 4.487921 1.694147
C -2.617908 2.660823 0.507801
C 1.290301 2.303510 -3.631441
C -3.307351 2.078811 1.804499
C -3.585782 3.666153 -0.230860
H -2.180677 4.932576 2.027004
H -2.411840 1.811329 -0.182018
H 1.307409 3.102318 -4.402371
H 1.317079 1.325388 -4.149467
H 2.204767 2.395502 -3.011895
H 0.898227 4.182526 -1.623636
H -4.233209 1.533991 1.529741
H -3.572969 2.891633 2.509627
H -2.621534 1.377695 2.325942
H -4.526479 3.146414 -0.504242
H -3.119262 4.055564 -1.157922
H -3.840032 4.525479 0.421173
C 1.245289 3.320807 0.874534
C 1.224595 4.487921 1.694147
C 2.617908 2.660823 0.507801



C -1.290301 2.303510 -3.631441
C 3.307351 2.078811 1.804499
C 3.585782 3.666153 -0.230860
H 2.180677 4.932576 2.027004
H 2.411840 1.811329 -0.182018
H -1.307409 3.102318 -4.402371
H -1.317079 1.325388 -4.149467
H -2.204767 2.395502 -3.011895
H -0.898227 4.182526 -1.623636
H 4.233209 1.533991 1.529741
H 3.572969 2.891633 2.509627
H 2.621534 1.377695 2.325942
H 4.526479 3.146414 -0.504242
H 3.119262 4.055564 -1.157922
H 3.840032 4.525479 0.421173
C -1.245289 -3.320807 0.874534
C -1.224595 -4.487921 1.694147
C -2.617908 -2.660823 0.507801
C 1.290301 -2.303510 -3.631441
C -3.307351 -2.078811 1.804499
C -3.585782 -3.666153 -0.230860
H -2.180677 -4.932576 2.027004
H -2.411840 -1.811329 -0.182018
H 1.307409 -3.102318 -4.402371
H 1.317079 -1.325388 -4.149467
H 2.204767 -2.395502 -3.011895
H 0.898227 -4.182526 -1.623636
H -4.233209 -1.533991 1.529741
H -3.572969 -2.891633 2.509627
H -2.621534 -1.377695 2.325942
H -4.526479 -3.146414 -0.504242
H -3.119262 -4.055564 -1.157922
H -3.840032 -4.525479 0.421173
C 1.245289 -3.320807 0.874534
C 1.224595 -4.487921 1.694147
C 2.617908 -2.660823 0.507801
C -1.290301 -2.303510 -3.631441
C 3.307351 -2.078811 1.804499
C 3.585782 -3.666153 -0.230860
H 2.180677 -4.932576 2.027004
H 2.411840 -1.811329 -0.182018
H -1.307409 -3.102318 -4.402371
H -1.317079 -1.325388 -4.149467
H -2.204767 -2.395502 -3.011895
H -0.898227 -4.182526 -1.623636
H 4.233209 -1.533991 1.529741
H 3.572969 -2.891633 2.509627
H 2.621534 -1.377695 2.325942
H 4.526479 -3.146414 -0.504242
H 3.119262 -4.055564 -1.157922
H 3.840032 -4.525479 0.421173


