Apéndice C
Tabla 1. Atomos y parametros de desplazamiento tridimensional.
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0.0589 (12)
0.0503 (10)
0.050 (3)
0,057 (3)
0.115 (6)
0.050 (3)
0.059
0.059
0.040 (3)
0.055 (4)
0.066
0.056 (4)
0.067
0.053 (3)
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0.039 (3)
0.274 (17)
0.134 (12)



Table 2. Parametros de desplazamiento anisotropico (A?)

Ull U22 U33 U12 U13 U23
Znl 00615 (19) 0175 (4) 00448 (15)  0.000 0.000 0.0450(17)
Cl1 0070 (3] 0.047 (2) 00510 (19) 00088 (18) —0.0105 (17) —0.0098 (14)
Cl2 D058 (2) 0046 (2) 00463 (17) 00052 (16) —0.0058 (15) —0.0052 (14)
C1 D058 (8) 0052 (8)  0.040(7) - 0.015(7) 0.000 (6)  —0.005 (6)
01 0064 (6) 0073 (T) 0035 (4) 0.022(5) 0.001 (4)  —0.002 (4)
02 0183 (15) 0120 (11)  0.041(6) 0080 (11)  —0.020(8) 0.003 (6)
2 0046 (7)) 0.053 (8)  0.049(7)  —0.001(6) 0.005 (6) 0.011 (6)
C3 0036 (7) 0037 (T)  0.46(6) —0.016(5) 0.012(5) 0.004 (5)
C4 D068 (9)  0.046 (9) 0080 (7) - 0.01L(T) 0.008 (T) 0012 (6)
C5 0081 (11)  0.015 (6)  0.070(9) 0007 (7)) —0.015(8) 0.002 (6]
C6 D067 (9)  0.041 (8)  0.081(7) 0001 (7)) —0.013(7) 0.006 (6)
C7 0048 (T) 0039 (T)  0.041(8)  0.000 (8)  0.007 (6) 0001 ()
Cs 0047 (7)) 0020 (6) 0034 (6) 0000 (5) - 0.008(5) 0.004 {4)
No 0050 (6) 0017 (5) 0038 (5)  —0.002(4) 0.005 (4)  —0.007 (4)
C10 0,041 (T) 0026 (6) 0043 (6)  0.002(5)  0.007(3)  0.00L(5)
C11 D055 (8) 0026 (7) 046 (7)  —0.005(6) 0.002 (6) 0.006 (5]
C12 0054 (%) 0031 (T) 0077 (9)  —0.016(6) 0.016 (T} 0.003(7)
C13 0049 (8) 0052 (9)  0.46(T) 0010 (6) 0014 (6) 0017 (6)
C14 D058 (8] 0.042 (8) 0039 (6) 0004 (8) 0002 (6)  0.008(6)
C15 0045 (7)) 0.021 (6) 0082 (7) 0008 (5) 0.003 () 0.001 (5)



Tabla 3. Parametros geométricos seleccionados (A, °©)

Znl—01 1.919 (9) 4 C5 1.33 (2)
Znl— 01 1.919 (9 CsC6 1.39 (2)
Znl—016 2.08 (4) Ce—CT 1.391 (18)
Znl—016 2.08 (4) C7—C8 1.356 (17)
Cl1—C11 1.743 (12) Cs—No 1.456 (14)
Cl2-Cl15 1.743 (12) N9 C10 1.385 (15)
€102 1.249 (17) C10-—C11 1.377 (17)
C1-01 1.263 (16) Clo-—Cl5 1.415 (16)
C1-C2 1.531 (17) C11-—C12 1.408 (18}
C2—C3 1.492 (18) C12—C13 1.35 (2)
€3 Cs 1.405 (16) 1314 1.37 (2)
€3 C4 1.421 (18) C14-C15 1.388 (17)
01 Znl— 01 133.5 (7 Cs—C7—C6 123.2 (12)
01 Znl— 016 101.4 (10} C7-C& C3 120.3 (11)
01'—Zn1—016 106.4 (11) C7T—C8—N9 122.4 (10)
01 Znl— 016 106.4 (11) C3—C3—No 117.2 (10)
01 Znl—O16 101.4 (10) C10-—No-—Ca 123.8 (9}
016—Znl—O16 105 (2) C11—C10—N9 121.0 (11)
02 C1--01 121.9 (13) C11-—-C10-—C15 115.0 (10)
02 C1-C2 120.9 (13) N9 C10-—C15 123.7 (11)
01 C1-C2 116.9 (11) Cl0-—C11--C12 123.9 (12)
C1-01Znl L0858 (8) C10-—C11-Cl1 118.5 (9)
C3-C2 Ol 110.3 (11) 12 C11-Cl1 117.2 (10}
Cs O34 116.5 (12) C13-C12-C11 117.5 (13)
Cs—C3—C2 1217 (11) C12—C13—C14 122.4 (12)
C4—C3—C2 121.7 (12) 13 C14-Cls 119.0 (12)
C5C4-C3 1206 (13) C14-C15-C10 121.8 (11)
C4—C5—C6 123.8 (13) C14—C15—CI2 117.9 (10)
C5—Ce—CT 115.4 (13) Cl0--Cls-Cl2 120.3 (9)

Codigos de simetria: (1) x,-y, _ -z



