

[bookmark: OLE_LINK3][bookmark: OLE_LINK4]Table S1. Summary of atomistic simulation systems of HER2 homodimers and heterodimers.
	HER dimers
	Ligand
	Trastuzumab Binding
	Conformation of HER2
	Time (ns)

	HER2+HER2
	n/a
	no
	receiver
	500

	HER2+HER2
	n/a
	no
	activator
	500

	HER2+HER2
	n/a
	yes
	receiver
	300

	HER2+HER2
	n/a
	yes
	activator
	500

	HER1+HER2
	yes
	no
	receiver
	500

	HER1+HER2
	yes
	no
	activator
	500

	HER1+HER2
	yes
	yes
	receiver
	300

	HER1+HER2
	yes
	yes
	activator
	500

	HER3+HER2
	yes
	no
	receiver
	500

	HER3+HER2
	yes
	yes
	receiver
	300
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