Table  SM-4A - Some Molecular Mechanics (mostly) data for (VIVO(sal-L-aa)(H2O)( complexes 

aa  (diastereomer) 
C10(O3

(Å)
C10(C3

(Å)
O1(V(C2(C10

O1(V(C2  (  V(C2(C10
O1(V(O4(C5

O1(V(O2(C1
O1(V(N1(C2
O1(V(N1(C3

Ala (endo) MM
2.997
3.046
(4.5

99.6  (  119.2
73.2

(96.2
93.0

(85.3

Ala (endo) RX5 
3.021
3.107
0.5

104.5  (  112.1
69.3

(94.9
91.3

(86.0

Ala (endo) DFT
3.046
3.177
(2.9

98.0  (  107.5
78.4

(74.5
81.4

(96.8

Ala (exo) DFT and MM
2.994
3.081
166.6

105.8  (  119.7
(60.3

102.6
(105.0

70.7

Val (endo) 
3.090
2.931
(6.5

100.9  (  121.6
73.6

(99.1
94.1

(85.9

Val (exo) 
3.100
3.100
165.5

107.2  (  118.7
(59.4

103.3
(107.6

69.5

tert-butyl-Gly (endo) 
3.155 [a] 
3.289
(9.8

97.4  (  116.9
114.4

(92.8
81.7

(112.0

tert-butyl-Gly (exo) 
3.176 [b] 
3.271
170.4

109.86  (  113.23
(55.0

104.3
(112.4

61.0

lIe (endo) 
3.081
3.063
(6.3

101.2  (  122.4
100.3

(99.6
95.0

(85.5

Ile (exo) 
3.095
3.106
165.6

107.2  (  118.7
(59.1

103.4
(107.8

69.3

Leu (endo) 
3.078
3.352
(5.3

92.0  (  107.5
120.4

(84.8
74.6

(117.9

Leu (exo) 
3.043
3.269
172.1

109.0  (  113.0
(55.0

104.8
(110.9

60.5

Met (endo) 
3.064
3.289
(6.3

92.7  (  109.0
115.7

(85.5
76.4

(112.8

Met (exo) 
3.024
3.229
171.0

108.2  (  114.6
(56.2

104.4
(109.5

63.0

Phe (endo) 
3.017
3.048
(5.6

100.4  (  121.9
70.9

(97.6
94.2

(84.4

Phe (exo) 
3.037
3.104
166.4

108.0  (  117.7
(59.8

105.0
(109.2

69.7

Cys (endo) 
2.999
3.042
(5.5

101.5  (  123.2
70.5

(98.8
96.1

(83.5

Cys (exo) 
3.014
3.087
165.8

106.3  (  120.7
(60.3

103.1
(105.8

70.6

Pen (endo) 
3.145
3.272
(9.5

97.4  (  116.8
112.6

(92.7
82.0

(110.4

Pen (exo) 
3.143
3.256
169.9

109.6  (  113.8
(55.1

104.8
(112.0

61.4

(a( - The C12(O3 internuclear distance is 2.992 Å and H12a(O3 is 2.503 Å. 

(b( - The C12(O3 internuclear distance is 3.044 Å and H12a(O3 is 2.526 Å.
    Table SM-4 (continued)
Table SM-4B - Some Molecular Mechanics (mostly) data for (VIVO(sal-L-aa)(bpy)( complexes 

aa  (diastereomer) 
C10(O3

(Å)
C10(C3

(Å)
O1(V(C2(C10

O1(V(C2  (  V(C2(C10
O1(V(O4(C5

O1(V(O2(C1
O1(V(N1(C2
O1(V(N1(C3

Ala (endo)  
3.000
3.052
(4.6

99.00  (  118.8
75.3

(95.1
92.2

(86.4

Ala (endo)   RX9 
3.030
2.914
20.1

100.9  (  129.4
105.2

(96.6
85.3

(98.8

Ala (exo)   RX9 
2.813
2.870
156.9

   91.0  (  152.3
(109.4

89.5
(68.6

111.1

Ala (exo)   
2.945
3.057
167.2

   99.2  (  128.6
75.3

(95.1
92.2

(86.4

Val (endo)   
3.091
3.064
(6.4  

100.2  (  121.5
74.8

(98.0
93.7

(86.6

Val (exo) 
3.089
3.241
169.2

102.7  (  122.7
(60.1

91.5
(101.2

63.1

lIe (endo) 
3.026
3.177
(3.4

99.0  (  119. 6
81.4

(95.4
90.9

(93.4

Ile (exo) 
2.946
3.144
166.4  

95.5  (  135.9
(74.4

82.8
(87.6

74.6

Met (endo) 
3.059
3.276
(4.1

92.7  (  109.4
111.4

(100.4
78.4

(108.5

Met (exo) 
2.997
3.073
166.9

100.44  (  126.38
(66.2

93.4
(95.4

74.6

Phe (endo) 
3.020
3.054
(5.69   

99.8  (  121.4
73.0

(96.3
93.3

(85.4

Phe (exo) 
2.987
3.068
167.2  

  100.0  (  126.9
(67.3

92.6
(94.4

75.3

Cys (endo) 
3.051
3.067
(4.8  

   98.0  (  117.0
77.9

(94.3
90.3

(88.3

Cys (exo) 
2.980
3.067
167.0  

  100.1  (  127.0
(66.9

93.0
(94.6

75.1

Pen (endo) 
3.125
3.251
(6.4  

  97.28  (  117.74
103.1

(92.9
85.4

(104.7

Pen (exo) 
3.076
3.262
169.6  

 99.6  (  129.3
(64.3

85.6
(94.8

64.5

