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Quantum Chemical Calculations: Gaussian09, DFT/B3LYP, 6-31G(d,p) charge analyze: NBO
(color code: grey carbon, white hydrogen, blue nitrogen, yellow calcium)
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XYZ-Data (coordinates of optimized structure):
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3.08476776
3.25481559
-1.63333426
2.02867307
-5.68239277
-1.54424768
-2.59256476
2.26175237
-3.59287382
5.60327855
1.19835035
2.66734312
-1.09680379
-2.38874063
-3.44551405
-2.40658121
-4.54853782
6.47424313
1.62244783
-3.32871220
6.76674686
-4.04535450
1.88672590
0.55871485
5.03811965
5.30888143
5.88897722
4.38626528
4.70429631
5.55262560
-4.08484753
2.00590261
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1.29427902
-6.50511946
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-0.54954936
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4.29778472
-3.45569272
1.31816655
3.47932585
1.25067771
-0.97555233
2.73780178
-1.91032774
1.57297999
-0.83616364
0.35906594
0.21768886
-3.32051189
0.49976941
-2.89222818
3.62277146
2.12316802
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1.27610512
-0.09799266
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0.49713119
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4.05268752
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-2.00726130
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-2.63203767
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1.61525827
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Charge distribution:

. 1c 02519
2 C -0,20307

4 C -0,15689

6 C -0,24584

8 C -0,07969

10 C -0,68144

12 C -0,25288

14 C -0,10615

16 C -0,26241

18 C -0,23807

20 C 0,13216

22 C -0,67131

24 C 0,04543

26 C -0,04706

28 C 0,17447

30 C -0,67547

32 C 0,48392

34 C -0,66912

36 C -0,67306

38 C -0,09676

40 C -0,08007

42 C -0,30674




44 C 0,04624

46 C -0,20836

48 C -0,67579

50 C -0,28651

52 C -0,15865

54 H 0,24471

0,2472

58 H 0,22886

60 H 0,23999

62 H 0,24288

64 H 0,23321

66 H 0,23226

68 H 0,23399

70 H 0,22148

72 H 0,22998

74 H 0,24227

76 H 0,24004

78 H 0,25797

80 H 0,22603

82 H 0,22818

0,2241

86 H 0,22709

88 H 0,23128




90 H 0,22622

92 H 0,22737

94 H 0,24321

96 H 0,23384

98 H 0,22363

100 H 0,22872

102 H 0,23241

104 H 0,22999

106 H 0,24699

108 H 0,25832

0,2152

112 H 0,23451

114 H 0,22661

116 H 0,2461

118 N -0,55877

120 N -0,57939

122 N -0,57891
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