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Fig. S1 Active site of ADA (Michaelis complex of inhibitor E). QM region is shown unshaded with hydrogen link atoms circled.
Prediction of the potency of inhibitors of adenosine deaminase by QM/MM calculations. 
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Fig. S2 Important active site distances in the ADA Michaelis complex/intermediate. Corresponding values for the Michaelis complex and intermediate given in table S3a and S3b respectively.

Table S3a Active site distances (Å) in the Michaelis complex. 

	Inhibitor
	d1
	d2
	d3
	d4
	d5
	d6

	A
	1.92
	0.97
	3.13
	2.13
	2.79
	0.97

	B
	1.90
	0.97
	2.70
	1.84
	1.82
	1.00

	C
	1.86
	0.97
	2.74
	1.98
	3.28
	0.97

	D
	1.93
	0.97
	2.69
	1.86
	1.78
	1.00

	Ea
	1.94

	0.97

	2.67

	1.87

	2.03

	0.98



	


a NH2–Glu-217 hydrogen bond distance is 2.73 Å for inhibitor E.
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Table S3b Active site distances (Å) in the intermediate.

	Inhibitor
	d1
	d2
	d3
	d4
	d5
	d6

	A
	1.00
	2.96
	1.45
	2.09
	1.00
	2.97

	B
	1.00
	2.39
	1.46
	1.70
	1.02
	1.82

	C
	1.00
	2.81
	1.45
	2.18
	1.00
	2.40

	D
	1.00
	2.38
	1.45
	1.67
	1.02
	1.80

	Ea
	1.00
	2.57
	1.45
	1.80
	1.01
	2.00


	


a NH2–Glu-217 hydrogen bond distance is 2.48 Å for inhibitor E.
