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Tp®™MeZn(5Q-1,4-Ph-NN)
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N 0.00000000 .00000000 0.00000000
C 1.36315878 .00000000 0.00000000
N 1.81642844 .27636757 0.00000000
C 0.68150505 .27013199 0.13237194
C -0.55118000 .38477248 -0.24727072
C 2.18392342 .21468225 0.07566265
C 3.28420825 .44614954 -0.77985033
C 4.00288272 .62731035 -0.58791023
C 3.67000543 .59549847 0.37681997
C 2.54868142 .36551877 1.21037742
C 1.83383871 .17910755 1.03296441
C 4.51626516 .81449495 0.46157942
C 5.94734898 .65951182 0.46082113
C 6.82005470 .72358608 0.51085012
C 6.27304815 .04971860 0.55493008
C 4.80800786 .23179939 0.54984551
C 3.96995217 .08783051 0.50450692
@) 6.99949080 .10128880 0.59399915
Zn 5.85731584 .84667203 0.63722803
@) 4.36830231 .43631251 0.57377845
C 8.31563715 .55876036 0.52741263
@) 3.02167747 .66560777 0.09216602
C 0.95564342 .46461461 -0.78299431
C 0.70427086 .72757183 1.60212793
C -1.80535175 .58476365 0.60544548
C -0.93037739 1.42478371 -1.73923006
@) -0.76070763 -1.01409687 0.01458880
N 6.07953403 -11.06339337 2.27845770
N 6.23987910 -12.38083072 1.979111¢64
C 6.38175948 -13.08742370 3.11970757
C 6.31314304 -12.21318503 4.19819145
C 6.12282800 -10.95425107 3.61132513
B 6.24369169 -12.89589592 0.50316393
N 4.89630749 -12.52308516 -0.15864643
N 4.52967660 -11.22020413 -0.24152577
C 3.32464198 -11.18514194 -0.81626877
C 2.895031%96 -12.48715133 -1.12387002
C 3.92798608 -13.30584051 -0.68373521
N 7.38883133 -12.19178904 -0.26679047
N 7.40450514 -10.83895618 -0.36676248
C 8.51127989 -10.50613891 -1.03655571
C 9.23134520 -11.65908504 -1.39024366
C 8.47895494 -12.70789085 -0.87536853
H 6.01595466 -9.98365642 4.07927259
H 6.38958417 -12.45286566 5.24902837
H 6.52106567 -14.15931113 3.08403050
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Tp®™MeZn(SQ-NN)
Tp®™MeZn(5Q-1,4-Ph-NN)
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.97020108
.83587600
.64113513
.16148717
.73045683
.89697819
.34829624
. 77570995
.59931124
.75218757
.97084673
.84383206
.17244702
.91624872
.00904021
.69050610
.05533424
.53419404
.23739745
.60274292
.54011418
.06039268
.39634428
.64602361
.66067280
.10992647
.80459737
.98068903
.46505582
.95821587
.56775407
.43245914

E(UB+HF+LYP)=-765.46286924 a.u.

E(UB+HF+LYP)=-1033.82092507 a.u.

E(UB+HF+LYP)=-3435.63851903 a.u.

E(UB+HF+LYP)=-3666.69346056 a.u.

E(UB+HF+LYP)=-3987.45443448 a.u.

E(UB+HF+LYP)=-3745.32089783 a.u.
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.22125811
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.18003867
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.31476714
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77712591
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.49590881
.70601756
.59457784
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.46996590
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.33195753
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.66552349
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.66333709
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.83641434
.81657245
.78633102
.28934269
.41625250
.67459181
.33422933
.38536219
.00157093
.93368718
.89990676
.30461305
.56260214
.50591839
.50725490
. 76687996
.08481209
.92491694



