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Table S8: Dipole, Point Charge, Hybrid Values of MMTU

	Parameter
	Coordinate
	Total

	Dipole
	X
	Y
	Z
	

	Point charge
	-4.094
	-.184
	.532
	4.133

	Hybrid
	.029
	-1.447
	.314
	1.481

	Sum
	-4.065
	-1.631
	.846
	4.461


