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Supporting Information
Supplementary Table 4:  Partial atomic charges employed for pAsp.

	Phosphorylated Aspartate

	Atom ID
	Charge in -2 state
	Charge in -1 state

	CB
	-0.470
	-0.440

	1HB
	0.220
	0.230

	2HB
	0.220
	0.230

	CG
	0.940
	0.870

	OD1
	-0.590
	-0.540

	OD2
	-0.730
	-0.670

	P
	1.470
	1.500

	O1P
	-1.020
	-0.950

	O2P
	-1.020
	-0.950

	O3P
	-1.020
	-0.790

	HO
	NA
	0.510
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