[image: image1.emf]Supplementary Material for  Organic & Biomolecular Chemistry   This journal is © The Royal Society of Chemistry 200 3   Supplementary data  



Table S1 : PM3 Heats of Formation of Key Species for Adduct Formation and Ligand Substitution Reactions of [Sar+H+GlyGly]+ + CH3NH2 (Lig). 

	Species
	∆fHo (kJ/mol) (a)

	E1
	[(SarH+)(GG)]

Lig
	-360.4

-21.7

	E2
	[(Sar)(GlyGlyH+)]

Lig
	-375.3

-21.7

	F1
	[(SarH+)(GlyGly)(Lig)]
	-419.6

	F2
	[(Sar)(GlyGlyH+)(Lig)]
	-444.0

	F3
	[(Sar)(GlyGly)(LigH+)]
	-466.5

	G1
	[(SarH+)(Lig)]

GlyGly
	223.7

-548.3

	G2
	[(GlyGlyH+)(Lig)]

Sar
	30.0

-401.6

	G3
	[(Sar)(LigH+)]

GlyGly
	153.4

-549.0

	G4
	[(GlyGly)(LigH+)]

Sar
	-25.45

-401.4


(a) Heats of formation (300K) for the PM3 fully optimized structures. 
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