DFT Calculations on Ruthenium(IV) Bis(amido) Porphyrins:
Search for a Broader Perspective of Heme Protein Compound II
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RUIVP(NHz)z, Cyy, S =0, PWI1 optimized geometry

Ru 0.000000000 0.000000000 -0.032391169
N 0.000000000 -1.489397644 1.426644789
N 0.000000000 1.489397644 1.426644789
N 0.000000000 -1.469499385 -1.459497541
N 0.000000000 1.469499385 -1.459497541
N -1.929173056 0.000000000 0.210269515
N 1.929173056 0.000000000 0.210269515
C 0.000000000 1.257477328 2.781145812
C 0.000000000 3.506889863 2.519221453
C 0.000000000 2.845023641 1.233723792
C 0.000000000 -2.524703359 -3.498974021
C 0.000000000 0.000000000 3.390721542
C 0.000000000 0.000000000 -3.431248178
C 0.000000000 2.528096691 3.471513325
C 0.000000000 3.467517725 -0.018838731
C 0.000000000 -3.467517725 -0.018838731
C 0.000000000 -3.498801927 -2.543719742
C 0.000000000 -3.506889863 2.519221453
C 0.000000000 -2.5280966091 3.471513325
C 0.000000000 1.251444641 -2.815418974
C 0.000000000 -1.257477328 2.781145812
C 0.000000000 -2.845023641 1.233723792
C 0.000000000 2.835192414 -1.260333020
C 0.000000000 2.524703359 -3.498974021
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RuWP(Nth)z, Doy, S =0, PWI1 optimized geometry
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Ru"YP(NHPh),, Cp, S = 0, PW91 optimized geometry

s)
c

QOO0 z2z2zz2 22

W WNhNDNPERNDNNDNWSAEPNWOOORLREPEREREREO

.000000000
.639441000
.013980000
.013980000
.639441000
.000000000
.000000000
. 740355000
.714565000
.875583000
.451312000
.471841000
.289753000
.875583000
.273871000
.273871000
.364032000
.364032000
.273871000
.878224000
.364032000
.273871000
.364032000
.541409000
.878224000
.541409000
.878224000
.541409000
.924325000

WNNWRERE WNDNDPMNOODORER PR EREEO

.000000000
.246481000
. 724299000
. 724299000
.246481000
.000000000
.000000000
.210065000
.000160000
.390917000
.425447000
.647715000
.235639000
.390917000
.760922000
. 760922000
.609900000
.609900000
. 760922000
.674730000
.609900000
. 760922000
.609900000
.416545000
.674730000
.416545000
.674730000
.416545000
.486769000

S4

W Wk PR WD

N O R ONPFP OORPR P OOOOOOONDNOOOOOo

.383699000
.433044000
.193758000
. 778764000
. 778764000
.937853000
.937853000
.524973000
.322486000
.322486000
.383699000
.383699000
.433044000

.000000000
.000000000
.000000000
.000000000
.000000000
.070779000
.070779000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.111456000
.111456000
.682362000
.682362000
.111456000
.879458000
.682362000
.111456000
.682362000
.259576000
.879458000
.259576000
.879458000
.259576000
.432663000



usigasipaniasiiariias el iasjasiia s il siia o sia o Jla e Bla sl s iasiia i B HE OO NGO N O NONONONONO NG

NDNDNDDDNDDNOO WU,

.924325000
.924325000
.924325000
.541409000
.451312000
.289753000
. 740355000
.714565000
.471841000
.878224000
.588399000
.341935000
.036120000
.591113000
.588399000
.872174000
.849050000
.036120000
.071079000
.036120000
.071079000
.036120000
.071079000
.071079000
.341935000
.872174000
.591113000
.849050000
.344265000
.344265000
.532210000
.532210000
.532210000
.532210000

F R RPN R WO

.486769000
.486769000
.486769000
.416545000
.425447000
.235639000
.210065000
.000160000
.647715000
.674730000
.289515000
.346601000
.139569000
.352629000
.289515000
.829979000
.294126000
.139569000
.823794000
.139569000
.823794000
.139569000
.823794000
.823794000
.346601000
.829979000
.352629000
.294126000
.500627000
.500627000
.959198000
.959198000
.959198000
.959198000

S5

o o1 = 01

WWwWwwwooo oo o

O OO OO OONOOOOOKDNDNDDN

.432663000
.432663000
.432663000
.259576000
.000000000
.000000000
.000000000
.000000000
.000000000
.879458000
.000000000
.000000000
.349673000
.000000000
.000000000
.000000000
.000000000
.349673000
.114647000
.349673000
.114647000
.349673000
.114647000
.114647000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.202698000
.202698000
.202698000
.202698000



RuWP(NCHz)z, Dy, S =0, PWO1 optimized geometry
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RuWP(NCth)z, D5, S =0, PWO1 optimized geometry
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RuWPzz, C,, S =1, OLYP optimized geometry
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