Table SM-3 - Energy difference between the endo and exo diastereomers (mostly from MM calculations), and estimated equilibrium constant.[a] 

(VIVO(sal-L-aa)(H2O) complexes 

aa in sal-L-aa
(E = Eexo ( Eendo 

(kcal mol(1)
K [a]
(endo( / (exo(

Ala
MM:  (0.6

DFT: 0.3
1/2.8

~1.8

Val
(1.1
1/6.5

tert-butyl-Gly
(2.1
1/29

Met
0.6
2.8

Phe
(0.9
1/4.5

Ile
(1.2
~1/7.6

Leu
0.5
2.3

Cys
(0.8
1/3.8

Pen[b] 
(2.5
1/68

(VIVO(sal-L-aa)(bpy) complexes



Ala
1.4
~10

Val
5.7
~1.5 ( 104 

Ile
6.4
~4.9 ( 104

tert-butyl-Gly
8.9
~3.3 ( 106 

Met
0.2
~1.4

Phe
2.2
~41

Cys
1.0
5.4

Pen[b] 
+7.6
~3.7 ( 105 

 [a] “Equilibrium constants” based on the Eexo ( Eendo  shown in the 2nd column.

 [b] L-Pen = L-penicillamine: amino acid where the side group is –CH(CH3)2SH. 

