Table 1.===B Crystal=== 

Identification code 
00SRC137   

Empirical formula 
;;; C23 H19 Fe N3 O2;;;

Formula weight 
425.26

Temperature 
150(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic
Space group 
P-1 

Unit cell dimensions
a = 11.5628(5) Å
a= 80.292(2)°


b = 12.1797(5) Å
b= 72.282(2)°


c = 14.6529(8) Å
g = 81.472(2)°

Volume
1927.19(16) Å3
Z
4

Density (calculated)
1.466 Mg / m3
Absorption coefficient
0.807 mm!1
F(000)
880

Crystal
Orange Block
Crystal size
0.07 x 0.05 x 0.05 mm3
Theta range for data collection
2.94 - 25.03°

Index ranges
-13 <= h <= 13, -14 <= k <= 14, -17 <= l <= 17

Reflections collected
20243

Independent reflections
6791 [R(int) = 0.1642]

Completeness to theta = 25.03°
99.5 % 

Max. and min. transmission
0.9607 and 0.9456

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
6791 / 0 / 524

Goodness-of-fit on F2
0.906

Final R indices [F2 > 2sigma(F2)]
R1 = 0.0662, wR2 = 0.1175

R indices (all data)
R1 = 0.1841, wR2 = 0.1566

Extinction coefficient
0.0011(5)

Largest diff. peak and hole
0.308 and -0.485 e Å!3
===E Crystal=== 

Table 2.===B Coord===

Fe(2);;
7487(1)
412(1)
4865(1)
54(1)
1

N(5);;
8873(4)
5034(4)
3839(3)
53(1)
1

N(4);;
7853(4)
3519(4)
4613(3)
58(1)
1

O(3);;
5853(4)
3291(3)
5287(3)
74(1)
1

O(4);;
10078(4)
7548(4)
1633(3)
73(1)
1

N(6);;
10132(4)
6352(4)
3027(3)
60(1)
1

C(35);;
6915(6)
2911(5)
5134(4)
53(2)
1

C(36);;
7798(6)
4616(5)
4130(4)
52(2)
1

C(34);;
8446(6)
1154(5)
5497(4)
55(2)
1

C(37);;
6760(5)
5203(5)
3965(4)
55(2)
1

C(40);;
8922(6)
6055(6)
3334(4)
55(2)
1

C(33);;
7258(6)
1760(5)
5558(4)
52(2)
1

C(39);;
7945(6)
6699(5)
3128(4)
57(2)
1

C(42);;
12016(6)
6840(5)
1903(5)
63(2)
1

C(24);;
7413(7)
974(6)
3497(4)
66(2)
1

C(38);;
6843(5)
6262(5)
3457(4)
61(2)
1

C(26);;
8225(7)
-731(6)
3948(5)
75(2)
1

C(32);;
6377(6)
1015(6)
6073(4)
59(2)
1

C(30);;
8267(7)
79(5)
5976(4)
66(2)
1

C(28);;
6446(6)
335(6)
3977(4)
63(2)
1

C(27);;
6953(7)
-740(6)
4258(4)
72(2)
1

C(31);;
6991(7)
-5(6)
6343(4)
67(2)
1

C(41);;
10647(6)
6978(5)
2159(5)
60(2)
1

C(25);;
8529(7)
327(6)
3473(4)
68(2)
1

C(43);;
12640(6)
6783(7)
2572(5)
100(3)
1

Fe(1);;
7452(1)
9470(1)
193(1)
59(1)
1

N(1);;
8756(4)
6410(4)
572(3)
53(1)
1

O(1);;
7238(3)
6436(3)
-115(3)
59(1)
1

N(2);;
9798(4)
5059(4)
1355(3)
48(1)
1

C(16);;
9951(5)
4046(5)
1828(4)
48(2)
1

C(13);;
7999(5)
4565(5)
1136(4)
53(2)
1

C(12);;
8833(5)
5320(5)
1019(4)
45(1)
1

C(11);;
8021(6)
6923(5)
21(4)
48(2)
1

N(3);;
11000(4)
3856(4)
2139(3)
50(1)
1

C(17);;
11232(6)
3185(5)
2916(4)
55(2)
1

C(15);;
9155(5)
3243(5)
1989(4)
56(2)
1

C(7);;
9149(5)
8757(5)
-417(4)
57(2)
1

C(8);;
8230(5)
8090(5)
-436(4)
50(2)
1

C(9);;
7502(6)
8749(5)
-973(4)
60(2)
1

C(14);;
8185(6)
3525(5)
1616(4)
58(2)
1

C(18);;
12472(6)
3248(5)
3022(5)
58(2)
1

C(5);;
7170(9)
10669(7)
1060(6)
96(3)
1

C(19);;
12601(7)
3219(5)
3926(5)
82(2)
1

C(10);;
7944(7)
9811(6)
-1294(4)
74(2)
1

C(6);;
8954(7)
9796(5)
-938(5)
74(2)
1

C(2);;
5695(7)
9624(8)
1073(5)
88(2)
1

C(22);;
14620(7)
3383(6)
2313(6)
94(3)
1

C(20);;
13746(9)
3295(6)
4004(6)
88(2)
1

C(3);;
6472(7)
8976(6)
1577(5)
78(2)
1

C(23);;
13482(6)
3335(5)
2221(5)
76(2)
1

C(4);;
7368(7)
9619(8)
1568(5)
86(2)
1

C(1);;
6130(8)
10672(7)
748(5)
96(2)
1

C(21);;
14740(7)
3362(6)
3212(6)
91(2)
1

O(2);;
10486(4)
2609(3)
3504(3)
70(1)
1

C(47);;
12661(8)
6706(6)
973(5)
89(2)
1

C(46);;
13929(9)
6531(7)
709(6)
108(3)
1

C(45);;
14505(7)
6499(7)
1389(8)
105(3)
1

C(44);;
13874(7)
6647(8)
2291(7)
127(4)
1

===E Coord=== 

Table 3. ===B Bond===

Fe(2)-C(26);;
2.013(6)

Fe(2)-C(33);;
2.016(5)

Fe(2)-C(32);;
2.023(6)

Fe(2)-C(34);;
2.026(5)

Fe(2)-C(24);;
2.030(6)

Fe(2)-C(27);;
2.037(6)

Fe(2)-C(25);;
2.040(6)

Fe(2)-C(28);;
2.044(6)

Fe(2)-C(30);;
2.047(6)

Fe(2)-C(31);;
2.059(6)

N(5)-C(36);;
1.334(6)

N(5)-C(40);;
1.335(7)

N(4)-C(35);;
1.360(6)

N(4)-C(36);;
1.405(7)

O(3)-C(35);;
1.213(6)

O(4)-C(41);;
1.225(7)

N(6)-C(41);;
1.378(7)

N(6)-C(40);;
1.415(6)

C(35)-C(33);;
1.483(8)

C(36)-C(37);;
1.369(7)

C(34)-C(30);;
1.389(7)

C(34)-C(33);;
1.445(7)

C(37)-C(38);;
1.377(7)

C(40)-C(39);;
1.359(8)

C(33)-C(32);;
1.416(7)

C(39)-C(38);;
1.372(7)

C(42)-C(47);;
1.364(8)

C(42)-C(43);;
1.371(8)

C(42)-C(41);;
1.502(8)

C(24)-C(28);;
1.396(7)

C(24)-C(25);;
1.403(8)

C(26)-C(25);;
1.397(8)

C(26)-C(27);;
1.402(8)

C(32)-C(31);;
1.396(8)

C(30)-C(31);;
1.422(8)

C(28)-C(27);;
1.401(8)

C(43)-C(44);;
1.352(9)

Fe(1)-C(8);;
2.013(5)

Fe(1)-C(5);;
2.021(7)

Fe(1)-C(7);;
2.023(6)

Fe(1)-C(4);;
2.025(7)

Fe(1)-C(9);;
2.031(6)

Fe(1)-C(1);;
2.031(7)

Fe(1)-C(3);;
2.037(6)

Fe(1)-C(6);;
2.037(6)

Fe(1)-C(2);;
2.049(7)

Fe(1)-C(10);;
2.062(6)

N(1)-C(11);;
1.361(7)

N(1)-C(12);;
1.381(6)

O(1)-C(11);;
1.232(6)

N(2)-C(16);;
1.324(6)

N(2)-C(12);;
1.330(6)

C(16)-C(15);;
1.384(7)

C(16)-N(3);;
1.397(6)

C(13)-C(14);;
1.363(7)

C(13)-C(12);;
1.383(6)

C(11)-C(8);;
1.487(7)

N(3)-C(17);;
1.358(7)

C(17)-O(2);;
1.225(6)

C(17)-C(18);;
1.503(8)

C(15)-C(14);;
1.368(7)

C(7)-C(6);;
1.389(8)

C(7)-C(8);;
1.440(7)

C(8)-C(9);;
1.401(7)

C(9)-C(10);;
1.414(7)

C(18)-C(19);;
1.372(7)

C(18)-C(23);;
1.382(8)

C(5)-C(4);;
1.391(9)

C(5)-C(1);;
1.409(9)

C(19)-C(20);;
1.380(9)

C(10)-C(6);;
1.412(8)

C(2)-C(1);;
1.397(9)

C(2)-C(3);;
1.404(9)

C(22)-C(21);;
1.361(9)

C(22)-C(23);;
1.373(8)

C(20)-C(21);;
1.364(9)

C(3)-C(4);;
1.384(9)

C(47)-C(46);;
1.391(9)

C(46)-C(45);;
1.349(10)

C(45)-C(44);;
1.329(9)

C(26)-Fe(2)-C(33);;
161.6(3)

C(26)-Fe(2)-C(32);;
156.5(3)

C(33)-Fe(2)-C(32);;
41.0(2)

C(26)-Fe(2)-C(34);;
124.4(3)

C(33)-Fe(2)-C(34);;
41.9(2)

C(32)-Fe(2)-C(34);;
69.3(2)

C(26)-Fe(2)-C(24);;
66.9(3)

C(33)-Fe(2)-C(24);;
107.6(3)

C(32)-Fe(2)-C(24);;
125.5(3)

C(34)-Fe(2)-C(24);;
121.2(2)

C(26)-Fe(2)-C(27);;
40.5(2)

C(33)-Fe(2)-C(27);;
155.7(3)

C(32)-Fe(2)-C(27);;
121.1(3)

C(34)-Fe(2)-C(27);;
161.5(3)

C(24)-Fe(2)-C(27);;
67.2(2)

C(26)-Fe(2)-C(25);;
40.3(2)

C(33)-Fe(2)-C(25);;
124.1(3)

C(32)-Fe(2)-C(25);;
161.7(3)

C(34)-Fe(2)-C(25);;
106.5(3)

C(24)-Fe(2)-C(25);;
40.3(2)

C(27)-Fe(2)-C(25);;
68.4(3)

C(26)-Fe(2)-C(28);;
67.6(3)

C(33)-Fe(2)-C(28);;
120.5(3)

C(32)-Fe(2)-C(28);;
107.9(3)

C(34)-Fe(2)-C(28);;
156.3(3)

C(24)-Fe(2)-C(28);;
40.1(2)

C(27)-Fe(2)-C(28);;
40.2(2)

C(25)-Fe(2)-C(28);;
68.3(3)

C(26)-Fe(2)-C(30);;
108.8(3)

C(33)-Fe(2)-C(30);;
68.5(3)

C(32)-Fe(2)-C(30);;
68.3(2)

C(34)-Fe(2)-C(30);;
39.9(2)

C(24)-Fe(2)-C(30);;
155.8(3)

C(27)-Fe(2)-C(30);;
126.1(3)

C(25)-Fe(2)-C(30);;
120.6(3)

C(28)-Fe(2)-C(30);;
162.7(3)

C(26)-Fe(2)-C(31);;
122.6(3)

C(33)-Fe(2)-C(31);;
68.0(2)

C(32)-Fe(2)-C(31);;
40.0(2)

C(34)-Fe(2)-C(31);;
67.9(2)

C(24)-Fe(2)-C(31);;
162.2(3)

C(27)-Fe(2)-C(31);;
109.2(3)

C(25)-Fe(2)-C(31);;
156.5(3)

C(28)-Fe(2)-C(31);;
126.0(3)

C(30)-Fe(2)-C(31);;
40.5(2)

C(36)-N(5)-C(40);;
117.2(5)

C(35)-N(4)-C(36);;
128.5(5)

C(41)-N(6)-C(40);;
124.8(6)

O(3)-C(35)-N(4);;
122.8(6)

O(3)-C(35)-C(33);;
120.9(6)

N(4)-C(35)-C(33);;
116.3(6)

N(5)-C(36)-C(37);;
122.9(6)

N(5)-C(36)-N(4);;
112.9(5)

C(37)-C(36)-N(4);;
124.2(6)

C(30)-C(34)-C(33);;
107.6(6)

C(30)-C(34)-Fe(2);;
70.9(3)

C(33)-C(34)-Fe(2);;
68.7(3)

C(36)-C(37)-C(38);;
118.2(6)

N(5)-C(40)-C(39);;
124.2(6)

N(5)-C(40)-N(6);;
110.5(6)

C(39)-C(40)-N(6);;
125.3(6)

C(32)-C(33)-C(34);;
107.2(6)

C(32)-C(33)-C(35);;
122.3(6)

C(34)-C(33)-C(35);;
130.4(6)

C(32)-C(33)-Fe(2);;
69.7(3)

C(34)-C(33)-Fe(2);;
69.4(3)

C(35)-C(33)-Fe(2);;
122.8(4)

C(40)-C(39)-C(38);;
117.5(6)

C(47)-C(42)-C(43);;
118.8(7)

C(47)-C(42)-C(41);;
118.2(7)

C(43)-C(42)-C(41);;
122.9(6)

C(28)-C(24)-C(25);;
110.1(6)

C(28)-C(24)-Fe(2);;
70.5(3)

C(25)-C(24)-Fe(2);;
70.3(4)

C(39)-C(38)-C(37);;
120.0(6)

C(25)-C(26)-C(27);;
110.0(7)

C(25)-C(26)-Fe(2);;
70.9(4)

C(27)-C(26)-Fe(2);;
70.7(4)

C(31)-C(32)-C(33);;
108.2(6)

C(31)-C(32)-Fe(2);;
71.4(4)

C(33)-C(32)-Fe(2);;
69.2(3)

C(34)-C(30)-C(31);;
108.5(6)

C(34)-C(30)-Fe(2);;
69.3(3)

C(31)-C(30)-Fe(2);;
70.2(4)

C(24)-C(28)-C(27);;
107.2(6)

C(24)-C(28)-Fe(2);;
69.4(3)

C(27)-C(28)-Fe(2);;
69.7(3)

C(28)-C(27)-C(26);;
107.2(6)

C(28)-C(27)-Fe(2);;
70.2(3)

C(26)-C(27)-Fe(2);;
68.8(3)

C(32)-C(31)-C(30);;
108.4(6)

C(32)-C(31)-Fe(2);;
68.6(3)

C(30)-C(31)-Fe(2);;
69.3(3)

O(4)-C(41)-N(6);;
125.1(6)

O(4)-C(41)-C(42);;
123.2(6)

N(6)-C(41)-C(42);;
111.6(6)

C(26)-C(25)-C(24);;
105.5(6)

C(26)-C(25)-Fe(2);;
68.8(3)

C(24)-C(25)-Fe(2);;
69.4(4)

C(44)-C(43)-C(42);;
119.7(7)

C(8)-Fe(1)-C(5);;
158.7(4)

C(8)-Fe(1)-C(7);;
41.8(2)

C(5)-Fe(1)-C(7);;
121.5(3)

C(8)-Fe(1)-C(4);;
123.0(3)

C(5)-Fe(1)-C(4);;
40.2(3)

C(7)-Fe(1)-C(4);;
106.7(3)

C(8)-Fe(1)-C(9);;
40.6(2)

C(5)-Fe(1)-C(9);;
159.1(4)

C(7)-Fe(1)-C(9);;
68.8(2)

C(4)-Fe(1)-C(9);;
159.8(3)

C(8)-Fe(1)-C(1);;
159.0(3)

C(5)-Fe(1)-C(1);;
40.7(3)

C(7)-Fe(1)-C(1);;
158.1(3)

C(4)-Fe(1)-C(1);;
67.8(3)

C(9)-Fe(1)-C(1);;
123.7(3)

C(8)-Fe(1)-C(3);;
108.2(3)

C(5)-Fe(1)-C(3);;
67.4(3)

C(7)-Fe(1)-C(3);;
122.8(3)

C(4)-Fe(1)-C(3);;
39.8(2)

C(9)-Fe(1)-C(3);;
124.8(3)

C(1)-Fe(1)-C(3);;
67.4(3)

C(8)-Fe(1)-C(6);;
68.4(2)

C(5)-Fe(1)-C(6);;
107.3(3)

C(7)-Fe(1)-C(6);;
40.0(2)

C(4)-Fe(1)-C(6);;
122.2(3)

C(9)-Fe(1)-C(6);;
67.8(2)

C(1)-Fe(1)-C(6);;
123.6(3)

C(3)-Fe(1)-C(6);;
157.8(3)

C(8)-Fe(1)-C(2);;
123.4(3)

C(5)-Fe(1)-C(2);;
67.7(3)

C(7)-Fe(1)-C(2);;
159.4(3)

C(4)-Fe(1)-C(2);;
67.5(3)

C(9)-Fe(1)-C(2);;
109.4(3)

C(1)-Fe(1)-C(2);;
40.0(3)

C(3)-Fe(1)-C(2);;
40.2(2)

C(6)-Fe(1)-C(2);;
159.9(3)

C(8)-Fe(1)-C(10);;
68.4(2)

C(5)-Fe(1)-C(10);;
122.8(3)

C(7)-Fe(1)-C(10);;
68.2(3)

C(4)-Fe(1)-C(10);;
158.0(3)

C(9)-Fe(1)-C(10);;
40.4(2)

C(1)-Fe(1)-C(10);;
108.5(3)

C(3)-Fe(1)-C(10);;
160.8(3)

C(6)-Fe(1)-C(10);;
40.3(2)

C(2)-Fe(1)-C(10);;
124.7(3)

C(11)-N(1)-C(12);;
129.7(5)

C(16)-N(2)-C(12);;
118.5(5)

N(2)-C(16)-C(15);;
123.3(6)

N(2)-C(16)-N(3);;
113.7(5)

C(15)-C(16)-N(3);;
123.0(6)

C(14)-C(13)-C(12);;
118.1(6)

N(2)-C(12)-N(1);;
112.8(5)

N(2)-C(12)-C(13);;
122.2(5)

N(1)-C(12)-C(13);;
125.1(5)

O(1)-C(11)-N(1);;
121.8(5)

O(1)-C(11)-C(8);;
121.3(6)

N(1)-C(11)-C(8);;
116.9(5)

C(17)-N(3)-C(16);;
130.3(5)

O(2)-C(17)-N(3);;
123.5(6)

O(2)-C(17)-C(18);;
122.4(6)

N(3)-C(17)-C(18);;
114.0(5)

C(14)-C(15)-C(16);;
117.0(6)

C(6)-C(7)-C(8);;
107.2(6)

C(6)-C(7)-Fe(1);;
70.5(4)

C(8)-C(7)-Fe(1);;
68.7(3)

C(9)-C(8)-C(7);;
107.4(5)

C(9)-C(8)-C(11);;
123.5(5)

C(7)-C(8)-C(11);;
129.0(6)

C(9)-C(8)-Fe(1);;
70.4(3)

C(7)-C(8)-Fe(1);;
69.5(3)

C(11)-C(8)-Fe(1);;
124.8(4)

C(8)-C(9)-C(10);;
108.8(5)

C(8)-C(9)-Fe(1);;
69.0(3)

C(10)-C(9)-Fe(1);;
71.0(3)

C(13)-C(14)-C(15);;
121.0(5)

C(19)-C(18)-C(23);;
119.7(6)

C(19)-C(18)-C(17);;
119.4(6)

C(23)-C(18)-C(17);;
120.9(6)

C(4)-C(5)-C(1);;
107.8(7)

C(4)-C(5)-Fe(1);;
70.0(4)

C(1)-C(5)-Fe(1);;
70.0(4)

C(18)-C(19)-C(20);;
118.4(7)

C(6)-C(10)-C(9);;
106.9(6)

C(6)-C(10)-Fe(1);;
68.9(4)

C(9)-C(10)-Fe(1);;
68.6(3)

C(7)-C(6)-C(10);;
109.7(6)

C(7)-C(6)-Fe(1);;
69.4(3)

C(10)-C(6)-Fe(1);;
70.8(4)

C(1)-C(2)-C(3);;
107.5(7)

C(1)-C(2)-Fe(1);;
69.3(4)

C(3)-C(2)-Fe(1);;
69.4(4)

C(21)-C(22)-C(23);;
118.8(7)

C(21)-C(20)-C(19);;
121.5(7)

C(4)-C(3)-C(2);;
108.5(7)

C(4)-C(3)-Fe(1);;
69.6(4)

C(2)-C(3)-Fe(1);;
70.4(4)

C(22)-C(23)-C(18);;
121.2(7)

C(3)-C(4)-C(5);;
108.4(8)

C(3)-C(4)-Fe(1);;
70.5(4)

C(5)-C(4)-Fe(1);;
69.7(4)

C(2)-C(1)-C(5);;
107.9(8)

C(2)-C(1)-Fe(1);;
70.7(4)

C(5)-C(1)-Fe(1);;
69.3(4)

C(22)-C(21)-C(20);;
120.4(7)

C(42)-C(47)-C(46);;
120.3(7)

C(45)-C(46)-C(47);;
118.8(8)

C(44)-C(45)-C(46);;
120.7(9)

C(45)-C(44)-C(43);;
121.6(8)

===E Bond===

Symmetry transformations used to generate equivalent atoms: 

===E Bond===

Table 4. ===B Anis=== 

Fe(2);;
63(1) 
51(1)
51(1) 
-4(1)
-22(1) 
-6(1)

N(5);;
48(3) 
59(4)
51(3) 
-6(3)
-12(2) 
-4(3)

N(4);;
38(3) 
55(3)
75(4) 
-1(3)
-14(3) 
-4(3)

O(3);;
51(3) 
64(3)
87(3) 
14(2)
-9(2) 
3(2)

O(4);;
82(3) 
58(3)
85(3) 
12(3)
-39(3) 
-13(3)

N(6);;
57(3) 
69(4)
64(4) 
-3(3)
-28(3) 
-18(3)

C(35);;
45(4) 
62(4)
56(4) 
-17(3)
-16(3) 
-1(4)

C(36);;
45(4) 
48(4)
56(4) 
-8(3)
-9(3) 
8(3)

C(34);;
57(4) 
54(4)
60(4) 
-13(3)
-24(3) 
-1(3)

C(37);;
51(4) 
53(4)
58(4) 
-5(3)
-18(3) 
3(3)

C(40);;
55(4) 
56(4)
56(4) 
-15(4)
-14(3) 
-11(4)

C(33);;
58(4) 
49(4)
49(4) 
-9(3)
-14(3) 
-7(4)

C(39);;
57(4) 
50(4)
63(4) 
-10(3)
-16(3) 
-2(4)

C(42);;
57(5) 
55(4)
72(5) 
-6(4)
-12(4) 
-12(3)

C(24);;
91(5) 
60(4)
53(4) 
6(3)
-33(4) 
-17(4)

C(38);;
45(4) 
62(5)
74(5) 
-9(4)
-23(3) 
11(3)

C(26);;
93(6) 
75(6)
65(5) 
-27(4)
-38(4) 
17(5)

C(32);;
58(4) 
73(5)
46(4) 
3(3)
-16(3) 
-11(4)

C(30);;
92(6) 
53(4)
62(4) 
-6(4)
-39(4) 
3(4)

C(28);;
64(4) 
76(5)
58(4) 
0(4)
-33(4) 
-14(4)

C(27);;
96(6) 
62(5)
67(5) 
-8(4)
-31(4) 
-18(4)

C(31);;
94(6) 
61(5)
41(4) 
3(3)
-15(4) 
-11(4)

C(41);;
65(5) 
48(4)
71(5) 
-3(4)
-23(4) 
-15(4)

C(25);;
79(5) 
75(5)
51(4) 
-2(4)
-23(4) 
-8(4)

C(43);;
57(5) 
171(8)
89(6) 
-39(6)
-22(4) 
-32(5)

Fe(1);;
70(1) 
52(1)
60(1) 
-9(1)
-30(1) 
4(1)

N(1);;
61(3) 
39(3)
67(3) 
1(3)
-33(3) 
-6(3)

O(1);;
60(3) 
65(3)
62(3) 
-4(2)
-32(2) 
-11(2)

N(2);;
46(3) 
49(3)
48(3) 
-5(3)
-13(2) 
0(3)

C(16);;
45(4) 
51(4)
47(4) 
-9(3)
-12(3) 
0(3)

C(13);;
47(4) 
50(4)
65(4) 
-2(3)
-24(3) 
-5(3)

C(12);;
49(4) 
36(4)
49(4) 
-2(3)
-17(3) 
-1(3)

C(11);;
53(4) 
52(4)
39(4) 
-14(3)
-16(3) 
14(3)

N(3);;
42(3) 
49(3)
52(3) 
7(3)
-10(3) 
-2(2)

C(17);;
58(4) 
42(4)
55(4) 
1(3)
-16(4) 
10(3)

C(15);;
65(4) 
37(4)
63(4) 
0(3)
-24(3) 
0(3)

C(7);;
52(4) 
59(4)
62(4) 
-6(3)
-20(3) 
-6(3)

C(8);;
62(4) 
41(4)
45(4) 
-7(3)
-16(3) 
3(3)

C(9);;
73(5) 
57(4)
57(4) 
0(3)
-38(4) 
6(4)

C(14);;
71(5) 
49(4)
59(4) 
3(3)
-23(4) 
-20(4)

C(18);;
65(5) 
61(4)
47(4) 
-2(3)
-22(4) 
1(3)

C(5);;
122(8) 
84(7)
92(6) 
-38(5)
-29(5) 
-10(6)

C(19);;
110(6) 
81(5)
56(5) 
-4(4)
-29(5) 
-12(5)

C(10);;
110(6) 
66(5)
48(4) 
6(4)
-36(4) 
-4(4)

C(6);;
102(6) 
49(4)
69(5) 
7(4)
-28(4) 
-15(4)

C(2);;
82(6) 
95(7)
82(6) 
-24(5)
-20(5) 
10(5)

C(22);;
82(6) 
138(7)
84(6) 
-14(5)
-54(5) 
-15(5)

C(20);;
128(7) 
81(5)
77(6) 
0(4)
-61(6) 
-24(5)

C(3);;
93(6) 
79(5)
51(4) 
-8(4)
-13(4) 
7(5)

C(23);;
79(5) 
88(5)
66(5) 
-5(4)
-33(4) 
-7(4)

C(4);;
107(7) 
93(6)
64(5) 
-14(5)
-36(4) 
1(6)

C(1);;
116(7) 
70(6)
93(6) 
-24(5)
-30(6) 
31(5)

C(21);;
83(6) 
102(6)
105(7) 
-9(5)
-51(5) 
-14(5)

O(2);;
65(3) 
60(3)
70(3) 
18(2)
-16(2) 
-2(2)

C(47);;
93(6) 
102(6)
64(5) 
-4(4)
-15(5) 
-8(5)

C(46);;
96(7) 
133(8)
72(6) 
8(5)
-7(5) 
3(6)

C(45);;
67(6) 
110(7)
116(8) 
-7(6)
0(6) 
-2(5)

C(44);;
60(6) 
202(11)
126(8) 
-58(7)
-14(5) 
-28(6)

===E ANIS===

Table 5. ===B Hydr===

H(4);;
8590
3180
4573
69
1

H(6);;
10589
6119
3418
72
1

H(34);;
9211
1438
5186
66
1

H(37);;
6003
4889
4194
65
1

H(39);;
8023
7424
2769
68
1

H(24);;
7329
1737
3226
79
1

H(38);;
6137
6690
3335
73
1

H(26);;
8796
-1352
4047
90
1

H(32);;
5517
1181
6210
71
1

H(30);;
8893
-501
6046
80
1

H(28);;
5602
581
4092
75
1

H(27);;
6517
-1358
4596
87
1

H(31);;
6619
-647
6711
80
1

H(25);;
9325
559
3192
82
1

H(43);;
12208
6838
3230
120
1

H(1);;
9257
6837
655
64
1

H(13);;
7316
4766
888
63
1

H(3);;
11608
4232
1773
60
1

H(15);;
9277
2528
2343
67
1

H(7);;
9773
8530
-106
69
1

H(9);;
6822
8521
-1101
72
1

H(14);;
7633
2988
1693
70
1

H(5);;
7649
11274
944
115
1

H(19);;
11920
3148
4485
98
1

H(10);;
7624
10418
-1676
89
1

H(6A);;
9427
10404
-1040
88
1

H(2);;
5000
9391
971
105
1

H(22);;
15310
3431
1759
113
1

H(20);;
13844
3300
4624
105
1

H(3A);;
6396
8224
1873
93
1

H(23);;
13387
3362
1596
91
1

H(4A);;
8010
9384
1859
103
1

H(1A);;
5786
11280
382
115
1

H(21);;
15522
3395
3287
109
1

H(47);;
12241
6731
502
107
1

H(46);;
14382
6437
62
130
1

H(45);;
15370
6369
1221
127
1

H(44);;
14301
6657
2750
152
1

===E Hydr===

